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GSK in-house Kinetic solubility assay: 5 ml of 10 mM DMSO stock solution diluted to
100 ml with pH 7.4 phosphate buffered saline, equilibrated for 1 h at RT, filtered
through Millipore Multiscreen HTS-PCF filter plates (MSSL BPC). The eluent is
quantified by suitably calibrated flow injection CLND.

GSK in-house hydrophobicity assay: 10 ml of 10 mM DMSO stock solution diluted to
750 ml with octanol saturated pH 7.4 phosphate buffer and 160 ml buffer saturated
octanol in a 96 well deep well block. Block sealed and inverted for 3 sets of 50
inversions, then centrifuged at 300 g for 20 min. Both phases are then quantified
using generic gradient UV-HPLC.

Intracellular MIC BCG assay: Human THP-1 monocytes have been shown as a good
model to study the intracellular stages of Mycobacterium bovis and Mycobacterium
tuberculosis. A luminescent strain was used to infect the monocytes. This provides a
much more rapid assessment of the bacterial viability (5 days) as compared to a colony
forming unit (CFU) assay which takes more than 3 weeks to form countable colonies.
The objective of this assay is to identify intracellular inhibitors of the M. bovis BCG and
M. tuberculosis growth as part of a global effort focused on the search of new
antitubercular drugs. This particular assay uses M. bovis BCG as a nonpathogenic
surrogate of M. tuberculosis. In summary, the assay determines the effect of the
compounds on mycobacteria growing inside phagocytes by determining luciferase
activity per well, which is related to the number of living bacteria.

Protocol Steps
1) Bacterial culture

The M. bovis BCG strain expressing the P. pyralis luciferase gene (1) was grown in
Middlebrook 7H9 broth supplemented with ADC (Difco Laboratories, Detroit, Mich.)
and 1% (vol/vol) glycerol at 37°C for 7 days.

2) Single cell suspension protocol:

Subculture mycobacterial broth to have an OD 600 between 0.6-1 at time of infection 0.
Pellet the mycobacterial cultures at 3500 rpm for 10 min.

Disperse the bacterial pellet by shaking with 10 glass beads during 60 seconds and
centrifuge for 5 min at 1500 rpm.

Collect the supernatant and measure OD 600 nm of the dispersed bacterial suspension
using a 1:4 dilution into RPMI-0.05% Tween 80.

Calculate MOI of 10 using the following conversion: An OD of 0.1 = 107 CFU/mL.

3) THP1 cell preparation

THP1 cells (Human acute monocytic leukemia cell line, ATCC number TIB-202) were
maintained in suspension with RPMI-1640 media (Sigma) containing 10% fetal bovine
serum (Lonza), 1 mM of Pyruvate (Sigma), 2mM of L-Glutamine (Sigma), and
incubated at 37 °C with 5% CO2. Monocytes were routinely subcultured every 3 days at
a cell density of 10”5 cells/mL.



Monocytes were grown to sub-confluence (5x1075 cell/mL) and infected ON in a cell
roller bottle with a MOI of 10. Excess bacteria were removed by washing five times in
RPMI media (1500 rpm 5min.). 100 pL/well (50,000 cells/well) of infected cells were
dispensed in 96 well white plates. 1:3 serial dilutions of antitubercular agents were
added to the cell plates. As DMSO damages cells, the percentage must be reduced under
0.5% by diluting 1:400 in culture medium. Luminescence was measured after 5 days
using the Steady-Glo Promega kit into a Victor 1420 system. Results were processed by
using an Excel spreadsheet and Grafit software. MIC90 values were calculated from the
dose-response curves by non-linear regression analysis.

Anrtificial membrane permeability assay - HPLC — Permeability:

A 8% L-a-phosphatidylcholine (EPC) in 1% cholesterol decane solution and a 1.8%
EPC in cholesterol decane solution were prepared. The lipid solution was then aliquoted
into 4 mL capped vials, sealed with parafilm and stored in -20°C freezer. The lipid
solution was then transferred from 4 mL vial into 96-well half area plate (130 pL/well)
for daily assay usage. An additional 50 mM phosphate buffer with 0.5% encapsin, pH at
7.4 was prepared.

The assay was run by the Biomek FX and Biomek software. The assay procedure is
written under the Biomek software. For one batch assay, it can test two 96-well sample
plates with at least one standard on each sample plate. The total assay time was about 4
hours. 3.5 pL of lipid solution were added to the filler plate, shaken for 12 seconds, and
250 pL of buffer were added to donor side and 100 pL to the receiver side. The assay
plate was shaken for 45 min before adding the compounds. The test compounds (2.5
pL) were added to the donor side. The assay was run as replicates: Assay plates 1 and 2
tested the sample plate 1; assay plates 3 and 4 tested the sample plate 2. The assay
plates were then incubated and shaken for 3 hours at room temperature. The assay
samples were transferred to the HPLC analysis plates and 100 pL of receiver solution
were aspirated and transferred to the receiver for analysis. Similarly, another 100 uL
from the donor solution were transferred to the donor analysis plate. Compound
concentration was measured by HPLC at different time-points and permeability was
established as cm/sec.




GSKnumber BCG

MIC90 H37Rv uM

SMILES

GSK1829676A 0,2 FC(F)(F)clnc2cccen2c1C(=0)NCclccc(Oc2cccec2)ccl
GSK353069A 0,2 CNc1nc(SC)nc2cccecl2

GSK1829820A 0,2 Cclnc2cec(C)en2c1C(=0)NCclccesl

GR135486X 0,2 NclccenclNclcee(Cl)ecl

GSK163574A 0,3 Cl.Cclcsc2nc(nc(Nc3cenen3)cl2)-clceec(C)nl




GSK749336A 0,3 COclccc2nc(C)ec(OCC(=0)Nc3cc(C)ec(C)c3)c2cl
GW861072X 0,3 O=C(C=Cclcccs1)N1CCN(Cc2ccc30C0c3c2)CCl
GSK1329419A 0,3 OC(=0O)C(F)(F)F.Nc1nc2ccc(cc2[nH]1)-clcncc(Oc2cec(F)cc2)cl
GSK358607A 0,4 COclccc2nc(C)ec(OCC(=0)Nc3cecccc30C)c2cl

GSK2111534A 0,4 Cclnc2cceen2c1C(=0)NCclccc(Cl)ccl




SB-829405 0,5 CN1CCC[C@H]1COc1c(C)ec(\C=C\c2ccee(c2)C(0)=0)ccicl
GSK153890A 0,5 Cclccee(nl)-cinc(Nc2cenen2)c2scee2nl

GSK888636A 0,6 COclccc(CCNc2cc(nec3ncnn23)-c2ccecec2)ccl
GSK1829736A 0,9 Cclcce2nc(c(C(=0)NCc3cc(Cl)cc(Cl)ec3)n2c1)C(F)(F)F
GSK1829729A 0,9 Cclcce2nc(c(C(=0)NCc3cces3)n2c1)C(F)(F)F




GSK2200160A 1,0 CCclccc(CN2CCC3(CC2)0CCc2sccc32)s1

GW623128X 1,0 Clclccc2[nH]c(cc2c1)C(=0)NC12CC3CC(CC(C3)C1)C2
GSK2200150A 1,0 C(N1CCC2(CC1)0OCCclsccc21)clccc20CCOc2cl
GSK1759150A 1,1 OC(=0)C(0)=0.CCOc1ccc(ccl)-cInc(CNCCc2ccc(F)cc2)csl
GSK1829732A 1,1 Cclcce2nc(c(C(=0)NCc3ccc40COc4c3)n2c1)C(F)(F)F




GSK463114A 1,1 COclccc2nc(C)ec(OCC(=0)NCc3ccecc3)c2cl
GSK1783710A 1,1 CCclc(C)nc([nH]c1=0)-n1nc(C)ccINC(=0)clccccclSC
SB-204804-A 1,1 Cl.C[C@@H](NCCc1nc(nol)-clcn(C)c2cceecc12)C1CCCCCL
GSK1180781A 1,2 Cclccc(CNC(=0)c2cnn3C(CC(Nc23)c2ccc(C)cc2)C(F)F)ccl
GSK1220329A 1,3 CCCCS(=0)(=0)Nc1ccc2en(C)nc2cl




GSK1829819A 1,3 Ccinc2cce(C)en2c1C(=0)NCclcccol

GSK1121877A 1,4 COclccc(ccl)-clenee(cl)-clec(nc(nl)-cleccccc1)NICCN(CCO)CCl

GW339742X 1,5 CCOC(=0)CC[C@H](NC(=0)c1ccc(cc1)S(=0)(=0)Nclccc2nc(N)[nH]c(=0)c2c1)C(=0)0CC
GSK1955236A 1,5 Clclccc(CCNc2cc(nec3ncnn23)-c2ccecec2)ccl

GSK810016A 1,5 CCN(CC)clccc(ccl)-cinn2c(nnc2s1)-cin[nH]c2CCCc12




GW356807A 1,6 Cl.O=C(Nclccc(NC2=NCCN2)ccl)clcec(ccl)C(=0)Nclccc(NC2=NCCN2)ccl
GSK731389A 1,6 COclccc(ccl)-c1nsc(SCC(=0)N2CCCC2)n1

GW876411A 1,7 OC(=0)C(F)(F)F.Cclcsc2nc(nc(Nc3cenen3)cl12)-clcceenl

GSK921190A 1,7 CSclcccecl1C(=0)Ncinc(csl)-clceeenl

GW859039X 1,7 CC(C)(C)c1ccec(ccl)-clnnc(SCC(=0)0C2CCCCC2)ol




GSK1519001A 1,8 OC(=O)C(F)(F)F.C([C@H]1CN(CCN1)c1nccc(Oc2ccec(cc2)-n2cenc2)nl)clcececd
GSK2059310A 1,8 Cc1n[nH]c(C)c1S(=0)(=0)NCclnc(NCCCc2ccccc2)c2cecee2nl

SB-435634 1,8 NclcccecclNcleecc20C0Oc2cl

GSK1744926A 1,9 Brclccc(CN2CCN(CC2)C(=0)C=Cc2cccs2)s1

GSK1750922A 1,9 CN1CCN(CC1)clccc(ccINC(=0)clccecen1)C(F)(F)F




GSK957094A 2,0 Cclnc2cceecn2c1C(=0)NCclcccccl

GSK1829733A 2,1 CC(C)Oclccec(CNC(=0)c2c(nc3cec(C)en23)C(F)(F)F)c1
GSK695914A 2,2 COclcccecl-clccec(CNC(=0)c2cc3cecceec3cc20C)cl
GR135487X 2,2 NclccencINcleec(ccl)C(F)(F)F

GSK735816A 2,3 Fclcece2ne(Ne3nc(cs3)-c3cceen3)sc2cl




BRL-7940SA 2,3 Br.CC(C)(C)clccccc10CCCONIC(=N)N=C(N)NC1(C)C
GSK124576A 2,3 Cclcc(OCC(=0)NCc2cccec2)c2cc(Br)cece2nl
BRL-8088SA 2,3 Br.CC1(C)N=C(N)N=C(N)N10OCCclccc2ccccc2cl
BRL-10988SA 2,3 Br.CCCclcc(ccc1OCCCON1C(=N)N=C(N)NC1(C)C)C(C)=0
CCl7967 2,4 Cclcc(NCCc2cccec2)nc(NC(=N)Nc2ccc(Cl)ce2)nl




GSK254610A 2,4 FC(F)(F)clccc2c(SCCCN3CCc4ccc(ccd4CC3)CHN)cenc2cl
GSK810037A 2,4 C(clccesl)clnn2c(nnc2s1)-cln[nH]c2CCCc12

GSK426032A 2,5 CCOclccc(0OCc2ccc(cc2)C(=0)NNC(=0)c2ccc(02)N(=0)=0)ccl
GR223839X 2,7 C(Sclcceecl)cinn2c(nnec2s1)-clcecececl

GSK735826A 2,7 C10c2cc3nc(Ncanc(cs4)-c4ccececnd)sc3cc201




GSK861337A 2,7 O=C(N1CCN(Cc2ccc30C0c3c2)CC1)clcc2ccccc2ol
GSK829969A 2,8 CCC(Scinc2cceec201)C(=0)Ncincesl

GSK124945A 2,8 Fclcccecl-cinc(CH#N)c(NCCc2cccec2)ol
GSK1859936A 2,8 CCN(Cc1ccc20C0c2c¢1)C(=0)CScinc(NC)c2cceee2nl
GSK1742694A 2,8 CCclccc(Nc2nnc(SCc3cc(C)on3)s2)ccl




GSK498315A 2,9 Cclnc2cceecn2c1C(=0)NCclccc20C0c2cl
GSK1996236A 3,0 COclccc(ccl)-clcc(=0)c2cc(0OCC(=0)0C(C)C)cec201
GW360240X 3,0 COclcc(Cc2cnc(N)nc2N)c2encec2cdIN(C)C
SB-650816 3,1 0O=C(COclccccc1)NICCN(CC1)clenc2ceccee2nl
GSK1829674A 3,1 FC(F)(F)clnc2cccen2c1C(=0)NCclcc(Cl)cc(Cl)cl




GSK762874A 3,1 COclccc(CCNC(=0)c2c(C)nc3cececen23)ccl
BRL-10143SA 3,2 Br.CCclcccccl0CCCONLC(=N)N=C(N)NC1(C)C
GSK353071A 3,2 CScinc(NCC=C)c2cccecec2nl

GW857165X 3,3 Cclcc(OCC(=0)Nc2ccccc2)c2cec(Br)cecec2nl
GSK1829671A 3,3 FC(F)(F)clnc2cccen2c1C(=0)NCclccc20C0Oc2cl




GSK847913A 3,3 FC(F)(F)clcc(SCc2cccec2)nc(nl)-clcccenl

GSK994258A 3,4 COclccccc10CCCCnlc(nc2ccccc12)CiCCl

GSK353496A 3,4 CNc1nc(SC)nc2cescl2

GSK1829728A 3,4 Cclccc(CNC(=0)c2c(nc3cec(C)en23)C(F)(F)F)ol

GSK547481A 3,4 C(CN1CCOCC1)Cn1c(Sc2cenc(n2)N2CCN(CC2)c2cence2)nncl-clccesl




GSK1365028A 3,5 NC(=0)clcc(ccc10CCOclcccecl)-clcescl

GSK920684A 3,5 Fclccec(OCC(=0)Nc2nc(cs2)-c2cceen2)cl

BRL-51091AM 3,5 Br.CC1(C)NC(N)=NC(=N)N10CCCOclccc(Cl)cclCl
GSK2200157A 3,7 Cclcc(CN2CCC3(CC2)0CCc2sccc32)oclC

GSK2043267A 3,7 COclccc(cc10C)-clnc(nol)-clccec(NC(=0)Cc2ccc(F)cc2)cl




SB-516933 3,7 O=C(C=Cclcccccl1)N1CCN(Cc2ccc30C0c3c2)CCl
GSK385518A 3,7 CC(=0)N1CCc2cc3nc(C)cc(C)c3cc12
GSK798463A 3,7 Cclccec(Cn2cec(NC(=0)c3ccc40C0c4c3)n2)cl
GSK1072678A 3,7 CSclccec(c1)C(=0)Ncinc(csl)-clccecenl
BRL-8903SA 3,8 Br.Cclccccc10CCCONIC(=N)N=C(N)NC1(C)C




GSK1829727A 3,9 Cclcce2nc(c(C(=0)NCc3ccco3)n2cl)C(F)(F)F

GSK237561A 4,0 CcloccclC(=0)Ncinc(nc2cescl2)-clcceenl

GSK262906A 4,0 CC(C)(C)C(=0)CC1(0)Oc2ccccc2N=C1C=C(0)C(C)(C)C
GR153167X 41 CCOC(=0)clcc(onl)-clcsc(Nc2c(C)cc(C)ecc2C)nl
GSK2032710A 4,2 O=C(C1CCN(CC1)clnnc(s1)-n1ccccl)NICCC(Cc2cceec2)CCl




GSK1985270A 4,2 Cclccccc1CN1CCC(0)(CC1)cdccec(Cl)e(c1)C(F)(F)F
GSK1589671A 4,4 CCclccc(cc1)C1CC(n2ncc(C(=0)NCc3cces3)c2N1)C(F)(F)F
GSK381407A 4,5 NC(=Ncl1nc(cc2ccecc12)-cleccenl)clceec(Cl)cl
SB-712970 4,5 O=C(N1CCN(Cc2ccc30C0c3c2)CC1)c1[nH]nc2CCCCc12
GW713556X 4,6 0O=C(C=Cclcccol)N1CCN(Cc2ccc30C0c3c2)CC1




GSK1826247A 4,7 CnlccnclCNCCS(=0)(=0)clccec(Nc2cec(cn2)-c2ceec(F)c2)cl
SB-811137-V 4,7 OC(=0)C(F)(F)F.CCclcec(ccl)S(=0)(=0)Nelec(CN2CCN(CCC(C)C)CC2)ceclC
GSK754716A 4,7 Brclc(nc2ncecen12)-clccc20COc2cl

GSK705278A 4,7 C(Oclccc(ccl)-nlcnenl)clcec(ccl)-nicnenl

GSK1941290A 4,8 CC(C)n1ncc2c(ce(ncl2)-clcececccl)C(=0)NCC(N1CCOCC)clccesl




GSK1826825A 49 Fclccece(Cl)c1COC(=0)clcec(ccd)-n1ncc(Cl)c(Cl)c1=0
GSK1589673A 49 CCclccc(ccl1)C1CC(n2ncc(C(=0)NCc3cec(0C)cc3)c2N1)C(F)(F)F
GSK847920A 5,0 Ccinc2cec(C)ecn2cl-clcen(Cc2cccec2)nl

GSK275628A 5,2 Brclcncc(c1)-clcc(NCCCn2cenc2)nc(nl)-clccececl
GSK636544A 5,2 Cclnn(Cc2ccccc2)c(Cl)c1C(=0)NC1Cccceect




GSK1434490A 5,2 Fclcccecl-clnoc(n1)N1CCN(Cc2ccc30C0c3c2)CCl
GSK1731114A 5,3 O=C(N1CCN(Cc2ccc30C0c3c2)CC1)cl1cc2CCCc2s1

GSK345724A 5,3 COclcc(nc2cec(C)c(N)c12)C(F)(F)F

BRL-51093AM 5,3 Br.Cclcc(C)cc(OCCCON2C(=N)N=C(N)NC2(C)C)c1

GSK937733A 5,4 Cclccece(cc1)C1CC(n2ncc(C(=0)NCc3ccc40C0Oc4c3)c2N1)C(F)(F)F




GSK1402290A 5,5 C(Cclcccecl)Ncelec(nc2nnenl2)-clcceecl

GSK1588120A 5,6 OC(=0)C(F)(F)F.C(NCc1ccc(ccl)-clcnecc2cccccl12)C1CCNC1
GSK130506A 5,6 FC(F)(F)clccee(c1)C(=0)Ncinnc(o1)-clccc(Cl)ecl
GSK1925843A 5,6 CNc1nc(SCC(=0)N(C)Cc2ccc(Cl)s2)nc2ccececl2
GSK991960A 5,8 CN(C)S(=0)(=0)c1ccc(cc1)C(=0)Ncinnc(ol)-clccc(Cl)s1




GSK445886A 5,9 Clclccc(Nc2nc(cs2)-c2cceen2)ncl

GSK1302651A 5,9 Cclnnc(NCc2ccec(Cl)c2)c2cceec12

GSK937213A 6,1 O=C(CCC1CCCCC1)Ncilccec(cl)-clnnc(ol)-clcccol

GSK270670A 6,1 COclcc(Nc2ceeec2)cccINS(=0)(=0)clic(C)noclC

Gl247341A 6,2 OC(=0O)C(F)(F)F.NC(=N)c1ccc(CCN2CCC(CC2)c2nc(COCC(F)(F)F)c(02)-c2ccc(F)cc2)ccl




GSK1829660A 6,2 Cclnc2cceen2c1C(=0)Nclcec(ccl)C(C)(C)C

GSK547543A 6,4 C(CN1CCOCC1)Cn1c(Sc2cenc(n2)N2CCN(CC2)c2cenec2)nncl-clcccenl
GI1103688B 6,5 Cl.Cn1cc(NC(=0)c2cc(NC(=0)CNC(N)=N)cn2C)cc1C(=0)NCCC(N)=N
GSK1729177A 6,6 O=C(NclcccccIN1CCOCC1)[C@H](Cclccececl)NC(=0)clccesl
GSK1758774A 6,6 Fclccccc1CNC(=0)N1CCN(Cc2ccc(Br)s2)CC1




GSK1650514A 6,6 CSclccc(ccl)-clnnc(NC(=0)c2cec(Cl)s2)ol
GSK1812410A 6,7 OC1(Oc2ccccc2N=Clclcccecl)clcececd

GSK831784A 6,8 CC(C)OC(=0)COc1ccc(ccl)-cienc(ncl)N(C)CCclcenccl
GSK1857145A 6,8 COclccc(CC(=0)Nc2c(nc3cc(C)ecen23)-c2cees2)ccl
GSK848336A 7,1 C1CClclcc(NC2CCCCC2)nc(n1)-clcccenl




GSK1051703A 7,1 COclccc(Nc2cceccc2NC(=0)c2cec(0)nc2)ccl

GSK437009A 7,4 C1CCCN(CC1)clinc(nc(n1)-nlcencl)-cleccecl

GSK276001A 7,4 CN1CCN(CC1)clcc(nc(n1)-clcencel)-clcec(F)ecl
GSK1826089A 7,6 COclccc(cnl)-clcecec(Nc2cecec(c2)S(=0)(=0)CCNCCc2cccs2)ncl
GSK479031A 7,6 Cclcce2nc(Cl)c(CNCc3cees3)cc2cl




GSK1055950A 7,6 O=C(NclcccccIN1CCOCC1)C(Cclcecccc1)NC(=0)clceesl

GSK1829816A 7,7 CC(C)CNC(=0)cic(C)nc2cec(C)enl2

GSK1905227A 7,7 Cclccc2[nH]c(C3CCCNC3)c(-c3cenec3)c2cl

SB-811796-V 7,8 OC(=0)C(F)(F)F.CCCclccc(cc1)S(=0)(=0)Nclccc(CN2CCN(CC3CC3)CC2)ccl
GSK1863309A 7,8 Cclonc(c1C(=0)NCCSclccc(C)ccl)-clecccecl




GSK316438A 7,8 Clclcec(s1)C(=0)Ncinnc(o1)-clccc(Cl)s1

SB-706404 7,9 CC1=Nc2ccccc2CN1CC(O)clcc(Br)esl

GSK547511A 7,9 C(Cn1c(Cc2ccecec2)nnclScleenc(n1)NICCN(CC1)cleecnccl)N1CCOCCL
GSK1691553A 7,9 O=C(Nci1nc(cs1)-clcccenl)clencenl-clcccecd

GSK146660A 7,9 CCCOC(=0)C0Oc1ccc2c(cl)occ(-cleccccc10C)c2=0




GSK468214A 8,0 CCclnnc(NC(=0)c2cccc(n2)C(=0)Nc2nnc(CC)s2)s1
GSK1733953A 8,1 COclccc(ccl)-clcc(NC(=0)c2cec(F)cc2Cl)ccc10C
GSK690382A 8,2 COclccc2sc(Nc3nc(cs3)-c3cccen3)nc2cl

SB-552112 8,2 0=C(\C=C\clccccc1)N1CCN(Cc2cccc(OCc3cecce3)c2)CCl
GSK2157753A 8,3 O=C(CCCSclcccccl)NNC(=0)clccesl




GSK1832831A 8,3 CC(C)clcec(cecl)-clence(n1)NICCN(CC1)cleenccl
GSK347301A 8,3 O=C(NNC(=0)clccc2cccecc2cel)clecc(o1)N(=0)=0
GSK1385423A 8,4 CCnic2ccc(cc2[nH]c(=0)c1=0)C(=0)NclcccccINclcec(OC)ccl
GSK1372568A 8,4 Cclccce(s1)C(=0)Ncinc(cs1)-clceecenl

GSK1788487A 8,4 Cl.Clclccec2sc(ncl12)N(CCCnlcencl)C(=0)clcccol




GSK920703A 8,4 Clclcec(SCCC(=0)Nc2nc(cs2)-c2cceen2)ccl

GSK1107112A 8,6 Fclccc2c(Cl)c(sc2c1)C(=0)NC1=NCCS1

GSK1598164A 8,6 C(Nclccencl)cleee(s1)-clec2cencc2cc10C1CCNCCL
GSK921295A 8,7 CSclccc(cc1)C(=0)Ncinc(csl)-clccecenl

GW664700A 8,7 OC(=0)C(F)(F)F.0=C(Nclcccccl-clnc(cs1)C1CCC1)OCCICCNCC1




GW369335X 8,7 Ncinc(N)c2c(Sc3cecdceccccdc3)ccee2nl

GSK889423A 8,8 CCclnc2cccecc2n1CC(0)COc1cc(C)cccldl

GSK1668869A 8,9 Clclcec(cc1)S(=0)(=0)cloc(nc1CH#N)-clcceecl

GSK547487A 8,9 CC(=0)NCCn1c(Sc2cecnc(n2)N2CCN(CC2)c2cencc2)nncl-clcccecl
GSK892651A 9,0 Cclnc2cceecn2c1C(=0)NCclccesl




GSK275984A 9,0 CN1CCN(CC1)clce(nc(n1)-clccececl)-clcenecl

GSK352635A 9,1 FC(F)(F)clnnc2ccc(Cl)nn12

SB-746177 9,2 CCCCclccc(ncl)C(=0)Nclncec2ceccccl2

GSK1518999A 9,2 OC(=0O)C(F)(F)F.Cclcnc(nclOclcec(ccl)-nlcencl)NICCN[C@ @H](Cc2ccecc2)Cl
GSK1570606A 9,3 Fclcec(CC(=0)Nc2nc(cs2)-c2cceen2)ccl




GV187303X 9,4 Nclcc(OCc2cccec2)cccINclceeecl

SB-354364 9,5 COclcc(CN2CCC3(CC2)C=Cc2cccec32)cc20C0c12
GSK1635139A 9,5 COclccc2cc(sc2¢1)C(=0)Nclcec(cc1)C1CCN(C)CCa
GSK1310678A 9,5 Oclccc(F)cc1C(=0)clcnn(c1)C(=0)clcccol
GSK1611550A 9,8 CC(Oclcccecl)C(=0)Nclnc(cs1)-clcceenl




GSK1174628A

9,8

Cnlc2nsc(S(C)=0)c2c¢c(=0)n(C)c1=0

GSK133167A

9,8

OC(=0)C(F)(F)F.COc1cccc(nl)-c1nc2c(cccc2n1CCICCCN1)N1CCCCl




ChromLogD ChromLo clogp_day.v pKa_acd_ pKa_acd_v pKa_acd_v pKa_acd_v1
GSKnumber BCG parent mw| aring cmr flex | hba | hbd | liphba | liphbd| mw | naring| rb | sp2 sp3 tpsa — gD_v3.SF - - - — .~ |1l.acidclas - -
v3.value | alue vlil.al 11.b1 s 1.baseclass
GSK1829676A 411,38 4 10,613 12 3 1 5 1/ 411,38 o 4 23| 7 55,63 5,53 9,53 4,988 10,88 4,69 1 1
GSK353069A 205,28 2 6,057 13 2 1 3 1| 205,28 o 2 10 4 37,81 4,23 6,23 3,085 5,66 0 1
GSK1829820A 285,36 3 8,175/ 13 2 1 4 1| 285,36 0o 3 16 4 46,4 4,07 7,07 3,471 11,59 5,39 1 1
GR135486X 219,67 2 6,217 6 1 2 3 2 219,67 o 1 12| 3 50,94 4,15 6,15 3,587 5,53 0 1
GSK163574A 334,4 4 9,449 11 5 1 6 1| 370,86 o 3 21| 4 76,48 5,19 9,19 3,286 3,01 0 1
GSK749336A 350,41 3 10,17 17 2 1 5 1| 350,41 0 5 18/ 8 60,45 5,73 8,73 4,832 12,65 6,66 1 2
GW861072X 356,44 2 10,034 17 1 0 5 0| 356,44 2 5 15/ 10 42,01 5,52 7,52 3,658 6,12 0 2
GSK1329419A 320,32 4 8,944 6 4 2 7 3 434,34 o 2 23| 8 114,12 3,28 7,28 3,87 10,31 6,88 1 2
GSK358607A 352,38 3 9,859 21 2 1 6 1| 352,38 0 6 18 8 69,68 4,57 7,57 3,319 12,02 6,66 1 2
GSK2111534A 299,76 3 8,393 13 2 1 4 1| 299,76 o 3 17, 4 46,4 4,67 7,67 3,809 11,8 5,39 1 1
SB-829405 385,88 2 10,989 17 2 0 4 1| 385,88 1 5 16 11 49,77 3,93 5,93 4,112 4,18 9,59 7 7
GSK153890A 320,37 4 8,985 11 5 1 6 1/ 320,37 o 3 21 2| 76,48 4,8 8,8 2,997 2,97 0 1
GSK888636A 345,4 4 10,108 17 3 1 6 1| 3454 0 5 21 5 64,34 5,7 9,7 4,202 1,92 0 1
GSK1829736A 402,2 3 9,395, 10 2 1 4 1 4022 0 3 17 9 46,4 5,14 8,14 4,815 10,4 4,57 1 1
GSK1829729A 339,34 3 8,221 12 2 1 4 1| 339,34 0o 3 16 7 46,4 3,85 6,85 3,035 10,48 4,58 1 1
GSK2200160A 333,51 2 9,623 12 1 0 2 0/ 333,51 2 3 100 12| 12,47 5,15 7,15 3,741 8,04 0 5
GW623128X 328,84 2 9,271 7 1 2 3 2 328,84 32 11 12| 44,89 6,24 8,24 4,923 0 0
GSK2200150A 357,47 2 9,943 6 1 0 4 0| 357,47 32 11 14/ 30,93 4,38 6,38 2,991 8,38 0 5
GSK1759150A 356,46 3 10,165 21 5 1 7 3 446,49 0 7 21/ 10 108,75 4,56 7,56 4,741 7,54 0 4
GSK1829732A 377,32 3 9,005 10 2 1 6 1| 377,32 1 3 17 10 64,86 3,9 6,9 3,354 10,89 4,61 1 1
GSK463114A 336,38 3 9,706/ 22 2 1 5 1| 336,38 0 6 18 7/ 60,45 4,98 7,98 3,86 14 6,71 1 2
GSK1783710A 383,47 3 10,714| 17 4 2 7 2| 383,47 0| 5 20| 7| 92,67 3,35 6,35 1,715 7,23 3 0
SB-204804-A 352,47 3 10,402 20 2 1 5 1/ 388,93 1 6 14| 13| 55,88 4,45 7,45 4,267 9,35 0 7
GSK1180781A 410,46 3 11,267 15 2 2 5 2 410,46 1 5 19 11 5895 5,73 8,73 4,069 1,33 0 1
GSK1220329A 267,35 2 7,155 21 3 0 5 1/ 267,35 0o 4 11/ 6 63,99 4,27 6,27 2,269 9,41 0,67 1 1
GSK1829819A 269,3 3 758 13 2 1 5 1 2693 0 3 16/ 4 5954 3,55 6,55 2,771 11,7 5,4 1 1
GSK1121877A 467,56 4 13,702 12 4 1 7 1 467,56 1 5 24 11 7461 5,21 9,21 4,513 6,42 0 2
GW339742X 545,56 3 13,709 22 7 3 13 4| 545,56 0 9 25| 12| 199,64 2,38 5,38 1,045 7,85 2,95 2 1
GSK1955236A 349,82 4 9,983 14 3 1 5 1| 349,82 o 4 21| 4 55,11 6,25 10,25 4,996 1,9 0 1
GSK810016A 379,48 4 10661 12 4 1 7 1 379,48 1 4 19 8 75 5,33 9,33 4,199 11,67 4,27 1 1
GW356807A 482,54 3 13,733 7 2 6 10 6 519 2 3 26| 11 131,04 0,03 3,03 1,361 12,14 10,4 1 7
GSK731389A 335,44 2 9,02, 20 3 0 5 0| 335,44 1 5 13| 9 55,32 5,06 7,06 2,357 0 0
GWS876411A 320,37 4 8,985 9 7 1 8 2 4344 0o 3 23| 7 113,78 3,63 7,63 2,787 3,01 0 1
GSK921190A 327,42 3 9,236/ 16 3 1 4 1) 327,42 o 4 19/ 3| 54,88 4,92 7,92 2,727 6,98 0,72 4 1
GW859039X 374,5 2 10,375 17 3 0 5 0 3745 1 5 13| 13 65,22 7,01 9,01 4,937 0 0
GSK1519001A 412,49 4 12,05, 120 6 1 9 2| 526,51 1 5 25 13 1054 3,11 7,11 3,995 8,56 0 6
GSK2059310A 450,56 4 12,588 22 5 3 8 3 450,56 0o 8 23| 8 112,66 4,57 8,57 4,741 4,88 7 0
SB-435634 228,25 2 6,53 10 0 2 4 2 228,25 1 2 12| 5 56,51 3,47 5,47 2,487 5,02 0 1
GSK1744926A 397,35 2 10,028 20 1 0 3 0/ 397,35 1 5 14/ 8 23,55 6,08 8,08 4,244 5,56 0 1
GSK1750922A 364,36 2 9,246/ 10 2 1 5 1| 364,36 1 3 14| 12| 48,47 3,92 5,92 3,394 11,12 7,44 1 3
GSK957094A 265,31 3 7,902 13 2 1 4 1/ 265,31 o 3 17| 3 46,4 4,08 7,08 3,096 12,66 5,45 1 1
GSK1829733A 391,39 3 9,957 16 2 1 5 1 391,39 0 5 17/ 11 55,63 4,79 7,79 4,146 10,9 4,61 1 1




GSK695914A 397,47 4 11,965| 18 1| 1 4 1/ 397,47 0 6/ 24 6| 47,56 6,61 10,61 5,381 13,29 1 0
GR135487X 253,22 2 6236 10 1 2 3 2| 253,22 0 2 12 6 509 4,3 6,3 3,836 5,18 0 1
GSK735816A 328,39 4 8768 12| 3| 1 4 1 328,39 o 3 20 2 507 5,86 9,86 4,277 1,28 0 1
BRL-7940SA 347,46 1 9872 23 1| 3 7 3| 428,37 1 6 10 16 9596 5,17 6,17 3,827 5,97 0 1
GSK124576A 385,25 3 9866 19 2| 1 4 1/ 385,25 0o 5 18 6 51,22 5,62 8,62 4,476 13,95 5,86 1 1
BRL-8088SA 311,38 2 924/ 16 1 2 6 2| 392,29 1 4 14 10 89,23 33 53 1,767 8,32 0 5
BRL-10988SA 375,47 1 10,371| 32/ 2| 3 8 3| 456,38 1 9 12 16 113,03 4,54 5,54 3,298 5,96 0 1
CC17967 380,87 3 10,933 17| 3| 4 6 4 380,87 o 5 20 7 8572 4,48 7,48 3,676 5,56 0 1
GSK254610A 441,51 3 11,909 14 2| 0 3 0 441,51 1 5 16 13 39,92 5,86 8,86 5,812 8,38 0 5
GSK810037A 328,42 4 871 11 4 1 6 1 328,42 1 3 18 4 71,76 4,2 8,2 2,566 11,74 1 0
GSK426032A 425,39 3 10,97 21 3 2 10 2| 425,39 o 7/ 23 7 13562 4,74 7,74 3,876 9,09 1 0
GR223839X 324,42 4 9274 8 3/ 0 4 0 324,42 o 2 20 2/ 43,08 5,74 9,74 3,442 0 0
GSK735826A 354,41 4 9345 10 3| 1 6 1/ 354,41 1 3 20 4 6916 5,6 9,6 4,659 2,17 0 1
GSK861337A 364,39 3 10,073 12 1| 0 6 0 364,39 2 4 17/ 10 5515 5,13 8,13 3,58 6,01 0 2
GSK829969A 319,4 3 8554 21 3| 1 5 1 3194 0 5 16 5 6802 4,85 7,85 3,166 7,79 2,26 2 1
GSK124945A 307,32 3 8503 20 2| 1 4 1 307,32 0 5 17 4 61,85 5,88 8,88 4,576 0 0
GSK1859936A 410,49 3 11,42 25 3 1 7 1 410,49 1 8 18 11| 76,58 5,23 8,23 4,269 4,52 0 1
GSK1742694A 332,44 3 9,131 25 3| 1 5 1/ 332,44 0 6 16 6 63,84 6,04 9,04 4,266 0,59 0 1
GSK498315A 309,32 3 8495 11 2| 1 6 1/ 309,32 1 3 17 6 6486 4,02 7,02 3,061 11,98 5,4 1 1
GSK1996236A 368,38 3 9952 17| 2/ 0 6 0 368,38 o 5 19 8 7497 5,99 8,99 3,977 0 0
GW360240X 324,38 3 9369 11 3| 2 7 2| 324,38 0 3 16 8| 103,18 2,83 5,83 2,239 7,12 0 3
SB-650816 348,4 3 9,997 13| 3 0 6 0 3484 1 4 18 8 5856 4,63 7,63 3,245 5,57 0 1
GSK1829674A 388,17 3 8931 11 2| 1 4 1/ 388,17 0 3 17 8 464 5,12 8,12 4,316 10,39 4,65 1 1
GSK762874A 309,36 3 8983 20 2| 1 5 1/ 309,36 0 5 17 6 5563 4,27 7,27 3,144 12,44 5,44 1 1
BRL-10143SA 319,4 1 8,944 29| 1| 3 7 3| 400,31 1| 7| 10| 14| 95,9 4,45 5,45 3,029 5,97 0 1
GSK353071A 231,32 2 6959 23 2 1 3 1) 231,32 0 4 12 4 37,81 4,84 6,84 3,859 5,62 0 1
GW857165X 371,23 3 9,403 12| 2| 1 4 1 371,23 o 3 18 5/ 51,22 5,52 8,52 4,45 12,6 5,89 1 1
GSK1829671A 363,29 3 8541 10 2| 1 6 1/ 363,29 1 3 17 9 6486 3,82 6,82 2,855 10,88 4,69 1 1
GSK847913A 347,36 3 8858 15| 3 0 3 0 347,36 0 4 18 6 3867 6,23 9,23 4,308 0 0
GSK994258A 336,43 3 9985 28 1 0 4 0 33643 1 8 15 10 36,28 6,33 9,33 4,458 6,36 0 2
GSK353496A 211,31 2 5866 14 2 1 3 1 211,31 0 2 9 4 37,81 4,28 6,28 3,133 5,09 0 1
GSK1829728A 337,3 3 809 11 2 1 5 1 3373 0 3 16 8 5954 3,74 6,74 3,064 10,6 4,59 1 1
GSK547481A 549,71 4 15218 200 5 0 10 0 549,71 2 9 22/ 16 8833 1,16 5,16 3,074 10,73 0 7
GSK1365028A 339,41 3 9622 23 1] 1 4 1 339,41 0 6 19 5 61,55 5,2 8,2 4,086 0 0
GSK920684A 329,35 3 8598 20 3| 1 5 1/ 329,35 0 5 19 4 6411 4,94 7,94 3,115 7,44 0,74 3 1
BRL-51091AM 360,24 1 8999 25 1| 3 7 3| 441,15 1 6 10 14 9596 4,76 5,76 3,386 5,95 0 1
GSK2200157A 317,45 2 902 8 1 0 3 0 317,45 2l 2 10/ 120 2561 4,52 6,52 3,191 8,2 0 5
GSK2043267A 433,43 4 11,595 20 3| 1 7 1) 433,43 o 7 25 7 8648 5,57 9,57 4,362 13,76 1 0
SB-516933 350,41 2 10377 13 1| 0 5 0 350,41 2 4 16] 10 42,01 5,61 7,61 4,012 6,25 0 2
GSK385518A 240,3 2 7175 5 2 0 3 0 2403 1 1 12 6 332 4,76 6,76 2,247 6,2 0 2
GSK798463A 335,36 3 9318 14 2| 1 6 1/ 335,36 1 4 19 6 6538 4,56 7,56 3,67 12,3 0,94 1 1
GSK1072678A 327,42 3 9236 16 3| 1 4 1 327,42 0 4 19 3| 54,88 5,37 8,37 3,427 6,75 0,75 4 1
BRL-8903SA 305,38 1 848 26 1 3 7 3| 386,29 1 6 10 13| 9596 4,03 5,03 2,5 5,97 0 1
GSK1829727A 323,27 3 7626 12 2 1 5 1 323,27 0 3 16 7/ 5954 3,43 6,43 2,565 10,6 4,59 1 1
GSK237561A 336,37 4 9,121 11| 4 1 6 1/ 336,37 0o 3 22 2/ 8091 4,54 8,54 2,984 8,26 1,16 2 1




GSK262906A 345,43 1 9,741 11| 4| 2 5 2| 345,43 1 3] 12 13] 79,12 5,31 6,31 3,814 9,08 2,23 1 1
GR153167X 357,43 3 9652 18 3| 1 6 1/ 357,43 o 5 18 7 77,25 6,28 9,28 5,635 0,23 0 1
GSK2032710A 435,58 3 12,511 17| 3| 0 6 0 435,58 2l 6 18/ 13| 54,26 6,06 9,06 3,043 1,88 0 1
GSK1985270A 383,84 2 9,793 10 1| 1 2 1/ 383,84 1 3 12 14| 2347 5,73 7,73 4,785 13,46 7,48 1 3
GSK1589671A 434,48 3 11,091| 15 2| 2 5 2| 434,48 1 5/ 18 12 5895 5,64 8,64 3,373 13,82 1,03 1 1
GSK381407A 358,82 4 10,492| 10 2| 1 4 1/ 358,82 0 3 24 2 6416 5,13 9,13 3,409 4,06 0 1
SB-712970 368,43 2 10,067| 12/ 2| 1 7 1 368,43 3/ 4 13/ 14 7069 3,96 5,96 2,868 6,14 0 2
GW713556X 340,37 2 9439 17| 1 0 6 0 340,37 2 s 15/ 10 55,15 5,09 7,09 3,188 6,14 0 2
GSK1826247A 465,54 4 12,71 25 4 2 7 2| 465,54 0o 9 25 7 8891 4,38 8,38 3,427 7,51 0 4
SB-811137-V 443,64 2 13,03 20 4 0O 7 2| 557,67 1 8 16 21 89,95 3,96 5,96 5,722 8,23 9,06 2 7
GSK754716A 318,13 3 7265 4 2 0 5 0 31813 1 1 15 4 4865 4,67 7,67 3,004 2,08 0 1
GSK705278A 318,33 4 8854 14 4 0 7 0 31833 0 4 22 2/ 7065 3,94 7,94 2,092 2,58 0 1
GSK1941290A 475,61 4 13,602| 15 4| 1 7 1 475,61 1 6 22/ 12] 72,28 6,08 10,08 4,399 12,28 6,28 1 2
GSK1826825A 427,64 3 10,108 10/ 3| 0 5 0 427,64 0o 3 21 6 61,19 6,41 9,41 4,705 0 0
GSK1589673A 458,48 3 11,899 16 2| 2 6 2| 458,48 1 6 19 14 68,18 5,81 8,81 3,646 1,08 0 1
GSK847920A 302,37 4 9227 11| 2 0 4 0 30237 0 3 20 3 3512 5,56 9,56 4,332 5,84 0 1
GSK275628A 435,32 4 11,344 19 4| 1 6 1 435,32 0 6/ 23 5 6852 5,64 9,64 4,373 6,97 0 2
GSK636544A 345,87 2 9,775 15 2| 1 4 1 345,87 1 4 13 11 46,92 5,47 7,47 3,788 13,53 1 0
GSK1434490A 382,39 3 999 12 2 0 7 0 382,39 2 4 17 11| 63,86 5,41 8,41 4,177 6,16 0 2
GSK1731114A 370,46 2 10,194 13| 1| 0 5 0 370,46 30 4 1313 420 5,37 7,37 3,809 5,95 0 1
GSK345724A 256,22 2 6125, 5 1 1 3 1/ 256,22 0o 1 10 8 4814 4,28 6,28 3,367 2,36 0 1
BRL-51093AM 319,4 1 8944 25 1| 3 7 3| 400,31 1 6 10 14 9596 4,52 5,52 2,999 5,97 0 1
GSK937733A 458,43 3 11,411 10 2| 2 7 2| 458,43 2 4 19 14 77.M 5,35 8,35 3,163 13,88 1,06 1 1
GSK1402290A 315,37 4 9,491 14 3| 1 5 1/ 315,37 0 4 21 3/ 5511 5,86 9,86 4,466 3,19 0 1
GSK1588120A 317,43 3 10,019| 15| 3| 2 5 3| 431,45 1| s| 18| 13| 74,25 0,68 3,68 3,266 10,69 0 7
GSK130506A 367,71 3 8373 7 3] 1 5 1 367,71 0 2 19 6 6802 5,82 8,82 4,092 10,17 1 0
GSK1925843A 392,93 3 10,665 25 3| 1 5 1/ 392,93 o 7 17 8 5812 5,22 8,22 4,176 4,52 0 1
GSK991960A 412,87 3 984 10 5 1 8 1 412,87 0o 3 20 5 1054 4,47 7,47 2,285 9,43 1 0
GSK445886A 288,76 3 7,747 14 3 1 4 1| 288,76 o 3 17 2 507 5,14 8,14 3,464 1,47 0 1
GSK1302651A 283,76 3 8253 13 2| 1 3 1/ 283,76 0 3 16 4 37,81 5,06 8,06 4,209 6,18 0 2
GSK937213A 365,43 3 10,118 20 3| 1 6 1 365,43 1 6 18 9 81,16 6,13 9,13 4,622 0 0
GSK270670A 373,43 3 9,868 14 3| 1 7 2| 373,43 0 4 19 6 93,46 4,96 7,96 3,82 7,98 2 0
GI247341A 504,52 3 12,782| 17 4| 2 8 3| 618,54 1 8 21| 22| 125,67 1,95 4,95 3,247 11,89 0 7
GSK1829660A 307,39 3 9293 8 2/ 1 4 1/ 307,39 0 2 17 6 464 5,63 8,63 4,743 13,06 5,34 1 1
GSK547543A 544,67 4 15,198 200 6 O 11 0 544,67 2l 9 23/ 16 101,22 0,44 4,44 1,986 10,73 0 7
G1103688B 430,46 2 11,399 28 3| 8 13 8 466,92 0 9 20 12| 208,93 -2,67 0,67 2,278 11,73 0 7
GSK1729177A 435,54 3 12,384 20 3| 2 6 2| 43554 1 7 21 10 70,67 4,27 7,27 2,882 13,05 5,41 1 1
GSK1758774A 412,32 2 10,012| 19 1| 1 4 1 412,32 1 5 13| 11| 35,58 5,52 7,52 4,352 13,33 5,44 1 1
GSK1650514A 351,83 3 8941 12| 3| 1 5 1/ 351,83 0 3/ 18 4 6802 5,45 8,45 3,497 10,01 1 0
GSK1812410A 301,34 3 8959 3 2| 1 3 1/ 301,34 1 1 20 3 41,8 5,46 8,46 4,372 9,13 2,31 1 1
GSK831784A 406,48 3 11,499 25 4 0 7 0 406,48 0 8 20 10/ 77,44 5,11 8,11 3,583 5,83 0 1
GSK1857145A 377,46 4 10,839 16 2| 1 5 1/ 377,46 0 5 22 5 5563 4,98 8,98 4,18 11,02 6 1 1
GSK848336A 294,39 2 8795 16 3| 1 4 1/ 294,39 2 4 12 100 507 5,84 7,84 4,419 4,13 0 1
GSK1051703A 335,36 3 9,507 14 3| 3 6 3| 33536 0 4 20 5| 8348 3,75 6,75 3,816 0,25 8,56 7 6
GSK437009A 320,39 3 927 7 4 o0 6 0 320,39 1 2/ 17 7 59,73 5,17 8,17 3,048 4,69 0 1




GSK276001A 349,4 3 9972 3| 3] 0 5 0 349,4 1 1/ 18/ 8 4515 4,7 7,7 3,415 7,15 0 3
GSK1826089A 494,63 4 13,691 29 4| 2 7 2| 494,63 0 11| 25 8 93721 4,97 8,97 4,715 7,78 0 4
GSK479031A 302,82 3 8737 18 1| 1 2 1/ 302,82 0 4 15 5/ 2492 5,16 8,16 3,497 6,15 0 2
GSK1055950A 435,54 3 12,384 20 3| 2 6 2| 43554 1 7 21 10 70,67 4,27 7,27 2,882 13,05 5,41 1 1
GSK1829816A 245,32 2 7246 15 2 1 4 1 245,32 0o 3 11 7 464 3,86 5,86 3,084 12,83 5,48 1 1
GSK1905227A 291,39 3 908 4 1 2 3 2| 291,39 1 1 15 7 40,71 2,51 5,51 3,217 10,13 0 7
SB-811796-V 427,6 2 12,429 200 4 0 7 2| 541,63 2 8 16/ 20 89,95 4,03 6,03 5,299 8,13 7,81 2 4
GSK1863309A 352,45 3 10,243| 14 2| 1 4 1/ 352,45 0 4 19 6 5513 6,08 9,08 4,183 13,48 1 0
GSK316438A 346,21 3 79720 13 3 1 5 1 346,21 0 3 17 3| 6802 5,27 8,27 3,487 9,87 1 0
SB-706404 351,26 2 8641 13 1| 1 3 1/ 351,26 1 3 13 7 3583 4,51 6,51 3,986 13,59 8,63 1 6
GSK547511A 543,69 4 15,409 200 5 0O 10 0 543,69 2 9 23/ 16 8833 2,51 6,51 2,454 10,73 0 7
GSK1691553A 347,39 4 9,696 10 4 1 6 1 347,39 o 3 24 1 727 4,88 8,88 3,274 6,55 1,82 4 1
GSK146660A 368,38 3 9952 24 2| 0O 6 0 368,38 o 7/ 19 8 7497 5,69 8,69 3,137 0 0
GSK468214A 389,46 3 9865 21 7| 2 9 2| 389,46 0 6 20 6 12265 2,02 5,02 1,282 5,24 7 0
GSK1733953A 385,82 3 1032 13 1 1 4 1/ 385,82 0 4 20 7| 47,56 6 9 4,145 11,26 1 0
GSK690382A 340,42 4 937 15 3 1 5 1 340,42 0 4 20 3/ 5993 5,77 9,77 4,438 2,52 0 1
SB-552112 412,52 3 12,913 20 1| © 4 0 412,52 1 7 22/ 9 32,78 6,65 9,65 5,734 6,17 0 2
GSK2157753A 320,43 2 8943 27 2| 2 4 2| 320,43 0 6 15 6 582 4,57 6,57 3,151 10,69 1 0
GSK1832831A 359,47 3 10,884 13 2| 0O 5 0 359,47 1 4 18 9 4515 4,63 7,63 4,454 10,73 0 7
GSK347301A 325,28 3 845 11 3 2 8 2| 325,28 o 3 21 2 117,16 3,59 6,59 2,745 9,12 1 0
GSK1385423A 430,46 4 12,184 14 3| 3 8 3| 430,46 0 5 26 6 10522 4,27 8,27 3,402 9,79 1,58 1 1
GSK1372568A 301,39 3 8239 13 3| 1 4 1/ 301,39 o 3 18 2| 54,88 4,53 7,53 3,003 6 0,8 5 1
GSK1788487A 386,86 4 10,18 24 3| 0 6 0 423,32 0 7 21 6 6416 4,67 8,67 2,529 6,97 0 2
GSK920703A 375,9 3 10,191| 19 3| 1 4 1 3759 0 5 19 5| 54,88 6,33 9,33 4,491 8,7 0,77 1 1
GSK1107112A 314,79 2 7,772 4l 2] 1 3 1| 314,79 1] 1| 13| 6 4146 4,72 6,72 2,462 8,61 3,91 1 1
GSK1598164A 416,54 4 12,282 17 2| 2 5 2| 416,54 1 6 21| 9 59,07 2,45 6,45 3,34 9,61 0 7
GSK921295A 327,42 3 9236 12| 3| 1 4 1 327,42 o 3 19 3| 54,88 5,4 8,4 3,427 6,98 0,75 4 1
GW664700A 371,5 2 10,471 14 4| 2 7 3| 485,52 2l 5/ 15/ 18 100,55 1,89 3,89 3,932 13,16 10,26 1 7
GW369335X 318,4 4 9697 7 2| 2 4 2 3184 o 2 20 3 77,8 3,8 7,8 4,742 8,56 0 6
GSK889423A 344,84 3 9,687 23 2| 1 4 1| 344,84 0 6 15 9 47,28 5,8 8,8 4,403 13,67 6,16 1 2
GSK1668869A 344,77 3 8555 4 4 0 5 0 344,77 o 1 19 1| 83,9 4,94 7,94 3,306 0 0
GSK547487A 501,61 4 14,077 17 5/ 1 10 1/ 501,61 1 7 25 11| 104,96 0,55 4,55 1,944 10,73 0 7
GSK892651A 271,34 3 7,711 14 2 1 4 1 271,34 0 3 16 3 464 4,02 7,02 2,972 11,57 5,37 1 1
GSK275984A 331,41 3 9957 3 3 0 5 0 331,41 1 1 18 7 4515 4,64 7,64 3,269 6,81 0 2
GSK352635A 222,56 2 4174 0 3 0 4 0 222,56 0 o 9 5 43,08 3,64 5,64 1,087 0 0
SB-746177 305,37 3 9,189 20 3| 1 4 1/ 305,37 0o 5 18 5/ 54,88 5,55 8,55 4,417 10,45 3,99 1 1
GSK1518999A 426,51 4 12,514 11 6 1 9 2| 540,54 1 5 25 14 1054 3,46 7,46 4,494 8,56 0 6
GSK1570606A 313,35 3 8,445 16 3| 1 4 1/ 313,35 0 4 19 3| 54,88 4,99 7,99 2,996 8,68 0,77 1 1
GV187303X 290,36 3 9,065 16 0| 2 3 2| 290,36 0 4 18 4| 47,28 5,22 8,22 4,315 4,39 0 1
SB-354364 349,42 2 10,108 10/ 0 0O 4 0 349,42 3/ 3 14/ 12 3093 4,96 6,96 4,614 8,51 0 6
GSK1635139A 380,5 3 11,156| 13 1| 1 4 1 3805 1 4 17/ 10 41,57 3,92 6,92 4,415 12,32 9,5 1 7
GSK1310678A 300,24 3 7311 16 4 1 6 1/ 300,24 0 4 20 2 8533 4,66 7,66 3,859 7,21 3 0
GSK1611550A 325,38 3 9,047 16 3| 1 5 1/ 325,38 0 4 19 4 6411 5,16 8,16 3,141 7,34 0,74 3 1
GSK1174628A 259,3 2 6209 5 4 0 6 0 2593 o 1 13 3| 739 2,05 4,05 -0,545 0 0
GSK133167A 377,48 3 11,069 13 4| 1 8 2| 491,51 2l 5| 17/ 18 92,51 1,97 4,97 4,073 11,11 0 7




CMPD_NUMBER

CLND_CONC_MOD

CLND_CONC_UM_MEAN

CHROM_LOGD_PH74_MEAN

BRL-10143SA >= 225
BRL-10988SA >= 201
BRL-51091AM 337
BRL-51093AM 358
BRL-79405A 363
BRL-8088SA 201
BRL-8903SA >= 436
CCI7967 3,93
GI1103688B 108
GI1247341A 255
GR135487X 328
GR153167X < 1
GR223839X < 1
GSK1051703A >= 362
GSK1055950A 64
GSK1072678A 12
GSK1107112A < 1
GSK1121877A < 1
GSK1174628A >= 420
GSK1180781A < 1
GSK1220329A >= 552
GSK124576A 15
GSK124945A 3
GSK1302651A 127
GSK130506A 1
GSK1310678A 1
GSK1329419A 100
GSK133167A 78
GSK1365028A < 1
GSK1372568A 15
GSK1385423A 47
GSK1402290A 6




GSK1434490A 10
GSK1518999A 228
GSK1519001A 260
GSK1570606A 14
GSK1588120A 61
GSK1589671A 1 7,14
GSK1598164A

GSK1611550A 174
GSK1635139A 62
GSK1650514A 67
GSK1668869A < 1
GSK1691553A 118
GSK1729177A 52
GSK1731114A 117
GSK1733953A 1
GSK1742694A 1
GSK1744926A 152
GSK1750922A 182
GSK1758774A 60
GSK1759150A 159
GSK1783710A < 1
GSK1788487A 21
GSK1812410A 263
GSK1826089A < 1
GSK1826247A 64
GSK1826825A 22
GSK1829660A 85
GSK1829671A 115
GSK1829674A 1
GSK1829676A 1
GSK1829727A 159
GSK1829728A >= 259
GSK1829729A 17




GSK1829732A 22
GSK1829733A < 1
GSK1829736A < 1
GSK1829816A >= 287
GSK1829819A >= 277
GSK1832831A 89
GSK1857145A 87
GSK1859936A 74
GSK1863309A 50
GSK1905227A >= 267
GSK1925843A 56
GSK1941290A 1
GSK1955236A 1
GSK1985270A 77
GSK2032710A < 1
GSK2043267A 102
GSK2059310A 240
GSK2111534A >= 405
GSK2157753A >= 559
GSK2200157A >= 289
GSK237561A 105
GSK254610A < 1
GSK262906A 75
GSK270670A 53
GSK275628A 15
GSK275984A >= 379
GSK276001A 44
GSK345724A >= 446
GSK347301A < 1
GSK352635A >= 344
GSK353071A 279
GSK353496A >= 439
GSK381407A < 1




GSK385518A >= 309
GSK426032A < 1

GSK437009A < 1

GSK445886A 14
GSK463114A 96
GSK468214A 26
GSK479031A 44
GSK498315A >= 357
GSK547481A >= 185
GSK547487A 135
GSK547511A 186
GSK547543A 154
GSK636544A 28
GSK690382A 22
GSK695914A 84
GSK731389A 10
GSK735816A 28,5
GSK735826A < 1

GSK754716A 219
GSK762874A >= 348
GSK798463A 80
GSK810016A < 1

GSK810037A 196
GSK829969A 105
GSK831784A 182
GSK847913A < 1

GSK847920A 120
GSK848336A 302
GSK861337A 171
GSK889423A < 1

GSK892651A >= 365
GSK920684A 14
GSK921295A 2




GSK937213A < 1
GSK957094A >= 403
GSK991960A 177
GSK994258A 167
GV187303X < 1
GW339742X 300
GW356807A 26
GW360240X >= 304
GW369335X 32
GW664700A 115
GW713556X 186
GW857165X 16
GW859039X < 1
GW861072X >= 314
GW876411A 231
SB-204804-A 202
SB-354364 121
SB-435634 139
SB-552112 61
SB-650816 >= 173
SB-706404 >= 563
SB-746177 98
SB-811137-V 313
SB-811796-V 318
SB-829405 486




CMPD_NUMBER

AVG_CHROM_LOGD_PH7_4

Solubility CLND MEAN_AQ_CONC_UM

CCI7967 3,93
GSK153890A 3,5
GSK1589671A 7,14
GSK1589673A 6,83
GSK163574A 5,56
GSK1829820A 3,63
GSK2200150A 4,54
GSK2200160A 8,18
GSK316438A 3,48
GSK353069A 3,85
GSK358607A 4,87
GSK749336A 5,23
GSK888636A 4,78
GSK920703A 5,86
GSK921190A 4,59
GSK937733A 6,49
GW623128X 7,61
GSK153890A 277
GSK1589673A 0
GSK163574A 23
GSK1829820A 339
GSK2200150A 260
GSK2200160A 53
GSK316438A 4
GSK353069A 443
GSK358607A 38
GSK468214A 35
GSK735816A 16
GSK749336A 32
GSK888636A 14
GSK920703A 5
GSK921190A 34




GSK937733A 13
GSK991960A 169
GW623128X 1

GW876411A 231




CMPD_NUMBER

CMPD_NUMBER

CHI_LOGD_PH74_MEAN

CLND_CONC_UM_MEAN

CCl7967 2,17
GSK1072678A
GSK153890A GSK153890A 1,9 277
GSK1589671A 4,13
GSK1589673A GSK1589673A 3,94 0
GSK1598164A
GSK163574A GSK163574A 3,17 23
GSK1829820A GSK1829820A 1,98 339
GSK2200150A GSK2200150A 2,54 260
GSK2200160A GSK2200160A 4,77 53
GSK237561A
GSK316438A GSK316438A 1,89 4
GSK353069A GSK353069A 2,12 443
GSK358607A GSK358607A 2,74 38
GSK468214A 35
GSK735816A 16
GSK749336A GSK749336A 2,96 32
GSK888636A GSK888636A 2,69 14
GSK920703A GSK920703A 3,35 5
GSK921190A GSK921190A 2,57 34
GSK937733A GSK937733A 3,74 13
GSK991960A 169
GW623128X GW623128X 4,42 1
GW876411A awol for meas 231

GSK705278A

awol




CMPD_NUMBER mCHROM LOGD PH7.4 mCHROM LOGP CLND SoluM  SFI
BRL-10143SA 3,3 4,83 225 4,3
BRL-10988SA 2,92 4,02 201 3,92
BRL-51091AM 3,39 4,83 337 4,39
BRL-51093AM 3,2 4,72 358 4,2
BRL-7940SA 4,04 6,14 363 5,04
BRL-8088SA 2,92 4,23 201 4,92
BRL-8903SA 2,83 3,92 436 3,83
CCI7967 4 6,74 73 7
GI103688B 108
GI247341A 3,76 6,14 255 6,76
GR135486X 94
GR135487X 4,97 5,03 328 6,97
GR153167X 7,12 7,45 1 10,12
GR223839X 5,44 5,78 1 9,44
GSK1051703A 2,92 2,97 362 5,92
GSK1055950A 5,53 5,78 64 8,53
GSK1072678A 5,25 5,26 12 8,25
GSK1107112A 5,16 5,49 1 7,16
GSK1121877A 5,91 6,34 1 9,91
GSK1174628A 1,24 1,24 420 3,24
GSK1180781A 6,84 7,09 1 9,84
GSK1220329A 3,48 3,58 552 5,48
GSK124576A 4,97 5,13 15 7,97
GSK124945A 6,37 6,63 3 9,37
GSK1302651A 4,32 4,52 127 7,32
GSK130506A 4,51 6,29 1 7,51
GSK1310678A 1
GSK1329419A 3,11 3,12 100 7,11
GSK133167A 78
GSK1365028A 5,44 5,78 1 8,44
GSK1372568A 4,6 4,61 15 7,6
GSK1385423A 3,67 3,87 47 7,67




GSK1402290A 4,97 5,13 6 8,97
GSK1434490A 6,56 6,94 10 9,56
GSK146660A 6 6,24 9
GSK1518999A 4,04 5,03 228 8,04
GSK1519001A 3,58 4,33 260 7,58
GSK1570606A 4,32 4,33 14 7,32
GSK1588120A 1,52 3,02 61 4,52
GSK1589671A 6,99 7,27 1 9,99
GSK1598164A 1,9 4,23 167 5,9
GSK1611550A 5,07 5,06 174 8,07
GSK1635139A 3,11 5,93 62 6,11
GSK1650514A 3,76 6,07 67 6,76
GSK1668869A 7,12 7,48 1 10,12
GSK1691553A 3,39 3,38 118 7,39
GSK1729177A 5,53 5,78 52 8,53
GSK1731114A 6,09 6,34 117 8,09
GSK1733953A 6,28 6,48 1 9,28
GSK1742694A 5,72 5,98 1 8,72
GSK1744926A 6,47 6,74 152 8,47
GSK1750922A 6,19 6,84 182 8,19
GSK1758774A 5,72 5,93 60 7,72
GSK1759150A 6,09 7,45 159 9,09
GSK1783710A 5,63 6,48 1 8,63
GSK1788487A 5,25 5,63 21 9,25
GSK1812410A 6,09 6,19 263 9,09
GSK1826089A 5,63 5,83 1 9,63
GSK1826247A 4,41 4,62 64 8,41
GSK1826825A 22
GSK1829660A 5,81 6,03 85 8,81
GSK1829671A 4,23 4,38 115 7,23
GSK1829674A 6,09 6,48 1 9,09
GSK1829676A 6,28 6,58 1 10,28
GSK1829727A 4,32 4,48 159 7,32




GSK1829728A 4,97 5,18 259 7,97
GSK1829729A 4,79 4,98 17 7,79
GSK1829732A 4,79 4,98 22 7,79
GSK1829733A 6,19 6,43 1 9,19
GSK1829736A 6,65 7,04 1 9,65
GSK1829816A 3,39 3,41 287 5,39
GSK1829819A 3,02 3,02 277 6,02
GSK1832831A 4,79 6,74 89 7,79
GSK1857145A 3,95 4,02 87 7,95
GSK1859936A 4,69 4,83 74 7,69
GSK1863309A 6,37 6,68 50 9,37
GSK1905227A 2,18 3,72 267

GSK1925843A 5,07 5,23 56 8,07
GSK1941290A 7,21 7,54 1 11,21
GSK1955236A 5,53 5,73 1 9,53
GSK1985270A 77

GSK1996236A 5,91 6,29 8,91
GSK2032710A 6,37 6,78 1 9,37
GSK2043267A 6,37 6,68 102 10,37
GSK2059310A 4,32 4,52 240 8,32
GSK2111534A 4,04 4,12 405 7,04
GSK2157753A 3,67 3,77 559 5,67
GSK2200157A 289

GSK237561A 4,79 4,93 105 8,79
GSK254610A 7,96 8,64 1 10,96
GSK262906A 7,49 7,84 75 8,49
GSK270670A 5,53 5,78 53 8,53
GSK275628A 5,53 5,83 15 9,53
GSK275984A 4,88 5,54 379 7,88
GSK276001A 5,07 5,73 44 8,07
GSK345724A 4,97 5,13 446 6,97
GSK347301A 3,02 3,48 1 6,02
GSK352635A 3,11 3,1 344 5,11




GSK353071A 4,97 5,13 279 6,97
GSK353496A 3,3 3,3 439 5,3
GSK381407A 8,24 8,64 1 12,24
GSK385518A 2,64 2,65 309 4,64
GSK426032A 4,32 4,88 1 7,32
GSK437009A 1
GSK445886A 5,35 6,53 14 8,35
GSK463114A 3,86 3,92 9 6,86
GSK468214A 26
GSK479031A 6,84 7,23 44 9,84
GSK498315A 3,02 3,02 357 6,02
GSK547481A 2,08 3,12 185 6,08
GSK547487A 1,06 1,82 135 5,06
GSK547511A 2,18 3,12 186 6,18
GSK547543A 2,08 3,22 154 6,08
GSK636544A 6,75 7,04 28 8,75
GSK690382A 5,35 5,34 22 9,35
GSK695914A 7,21 7,58 84 11,21
GSK731389A 4,97 5,27 10 6,97
GSK735816A 5,53 5,54 28,5 9,53
GSK735826A 5,07 5,06 1 9,07
GSK754716A 3,48 3,48 219 6,48
GSK762874A 3,39 3,41 348 6,39
GSK798463A 5,07 5,27 80 8,07
GSK810016A 5,44 5,78 1 9,44
GSK810037A 3,3 3,48 196 7,3
GSK829969A 5,44 5,78 105 8,44
GSK831784A 5,63 5,93 182 8,63
GSK847913A 7,12 7,54 1 10,12
GSK847920A 5,16 5,54 120 9,16
GSK848336A 6,09 6,74 302 8,09
GSK861337A 5,63 5,83 171 8,63
GSK889423A 5,35 5,63 1 8,35




GSK892651A 2,92 2,93 365 5,92
GSK920684A 4,69 4,69 14 7,69
GSK921295A 5,07 5,06 2 8,07
GSK937213A 6,84 7,18 1 9,84
GSK957094A 3,2 3,2 403 6,2
GSK991960A 2,83 4,69 177 5,83
GSK994258A 5,63 5,83 167 8,63
GV187303X 6,65 6,94 1 9,65
GW339742X 2,46 2,45 300 5,46
GW356807A 0,12 0,918 26 3,12
GW360240X 2,55 2,61 304 5,55
GW369335X 4,41 4,72 32 8,41
GW664700A 4,41 8,15 115 6,41
GW?713556X 4,51 4,72 186 6,51
GW857165X 5,25 5,44 16 8,25
GW859039X 9,17 9,65 1 11,17
GW861072X 4,97 5,23 314 6,97
GW876411A 231
SB-204804-A 6,56 8,75 202 9,56
SB-354364 7,03 8,25 121 9,03
SB-435634 139

SB-516933 5,16 5,44 7,16
SB-552112 7,21 7,54 61 10,21
SB-650816 4,69 4,72 173 7,69
SB-706404 2,46 4,12 563 4,46
SB-746177 6,65 6,94 98 9,65
SB-811137-V 6,28 7,74 313 8,28
SB-811796-V 4,69 5,54 318 6,69
SB-829405 486




GSKnumber Structure Database SMILES BCG_MIC90_(uM) list list2
GSK1452496A 7%;} ) gskversion 0=C(Nclcce(ccl)C(=0)N1CCCCClelnc2ceccec2sl)cleccol 0,10 BCGset
pe
<0
GSK1452498A :b gskversion 0=C(Nclccee(cl)C(=0)N1CCCCClelnc2ceccec2sl)clecesl 0,10 BCGset
<
SN
SB-790594-A 4 ()\/\@ o gskversion Clclesc(n1)-clcccccINC(=0)OCCC1CCCCNL 0,20 BCGset
S
l X
GSK1829676A @\\\(}:& gskversion FC(F)(F)clnc2cecen2¢1C(=0)NCeleec(Oc2cecee2)eel 0,20 BCGset | TBset
o
CH,
HN
GSK1829820A @J N gskversion Cclnc2cce(C)en2c1C(=0)NCclccesl 0,20 BCGset  |TBset
S
| =
H,C’
H,C
ST
GSK353069A | N gskversion CNclnc(SC)nc2cccecl2 0,20 BCGset TBset
CH
NF ST
GR135486X gskversion Nclccenc1Ncleee(Cl)eel 0,23 BCGset TBset
c
GSK1917391A ‘3\>\_@ gskversion CC(N(C)C(=0)c1ccecc(NC(=0)c2cces2)cl)clnc2eccec2sl 0,30 BCGset
GSK2057544A e ‘i}im‘ gskversion CCC(C)CC(=0)Nc1nc2CC(CC(=0)c2s1)C(=0)N(C)Cclccecc2neeccl2 0,30 BCGset
X
N
W
GSK749336A e j\ gskversion COclcce2nc(C)ec(OCC(=0)Ne3ec(C)ec(C)e3)c2cl 0,30 BCGset TBset
s
o
GW861072X \ > gskversion 0=C(C=Cclcccs1)N1CCN(Cc2cce30C0c3c2)CCl 0,30 BCGset TBset
d
a
o \\/N
NN
GSK163574A v ‘ n Hel gskversion Cclesc2ne(nc(Ne3cenen3)c12)-clecee(C)nl 0,30 BCGset TBset
'N\ cn
=
GSK1329419A i "\%M {T} gskversion Nclnc2cee(ce2[nH]1)-clence(Oc2cce(F)ec2)cl 0,35 BCGset TBset




BRL-35822GM gskversion COclcec(cc1C(=0)N[C@H]1CCN2CC(C[C@H]2C1)clcccecl)S(=0)(=0)N(C)C 0,40 BCGset
GSK1188380A gskversion COCc1nc(N2CCCNCC2)c2¢(C)nn(-c3ccec(Cl)e3)c2nl 0,40 BCGset
GSK1462954A gskversion COclccecccINC(=0)CN(Celeccol)C(=0)clecee(NC(=0)c2cces2)cl 0,40 BCGset
NH,
o
GW335118X gskversion Nclcee(cel)C(=0)C(=0)clcec(N)ecl 0,40 BCGset
o
H N
GW874798X gskversion CC(C)cle(C(=0)c2cc(C)ec(Cl)e2)n(Ce2ec(F)nc(F)c2)c(=0)[nH]c1=0 0,40 BCGset
GSK2111534A S gskversion Cclnc2cceen2clC(=0)NCeleee(Cl)ecl 0,40 BCGset TBset
o \\Q
~ai
Lo
oj/N
GSK358607A §r © gskversion COclcee2nc(C)ec(OCC(=0)Ne3ceecece30C)c2cl 0,40 BCGset TBset
ool
N cH,
e,
SB-829405 OJ(@j gskversion CN1CCC[C@H]1C0Oc1c(C)ec(\C=C\c2ccee(c2)C(0)=0)cclCl 0,46 BCGset TBset
o o on
\CH, o
GSK186929A [® >_¢\, {i} gskversion Nelnoncl-cInc2c(ncce2n1C1CCNCCL)-clecceel 0,50 BCGset
GSK1956504A N/;EN gskversion Cclnc(nc(N2CCNCC2)c1C)-clecec(cl)C(F)(F)F 0,50 BCGset
|
ch)\H\N
H,C
T ("
"
GSK425180A )N\ gskversion Cclec(Nc2ceee(C)ee2)n(n1)-clnc(C)ec(O)nl 0,50 BCGset
N \N
Hc)\)\cua
GW315922A \;~©,F©\(©§‘/f; 1. |gskversion COCCCNC(=N)clcec(NC(=0)c2cec(cc2)C(=0)Ne2cec(cc2)C(=N)NCCCOC)ccl 0,50 BCGset
o
SKF-18326 gskversion 0OC(=0)clcccec1COcleccecl 0,50 BCGset




GSK153890A

gskversion

Cclecee(nl)-clnc(Nc2cenen2)c2scec2nl

0,50

BCGset

TBset

GSK888636A

gskversion

COclcec(CCNe2ec(ne3nenn23)-c2cccec2)ccl

0,60

BCGset

TBset

GSK1691926A

gskversion

0=C(Nclnc(cs1)-cleceenl)cleec(ccl)-nlccenl

0,70

BCGset

GSK1188387A

gskversion

Cclnn(-c2cce(C)ec2)c2ne(nc(N3CCCNCC3)c12)C1CCl

0,80

BCGset

GSK1277133A

gskversion

COCCNE1nc(N2CCCC2)c2CN(C)CCe2c1CHN

0,80

BCGset

GSK1279755A

gskversion

CCCSclncceclC(=0)NclecceclNeleeceel

0,80

BCGset

GSK1783663A

gskversion

CCclec(=0)[nH]c(n1)-n1nc(C)ccINC(=0)cleee(ccl)C(C)(C)C

0,80

BCGset

GSK370378A

gskversion

COCCN1CCN(CC1)clcenc(nl)-nlenc2ec(C)e(C)ecl2

0,80

BCGset

GW315921B

gskversion

CC1CNC(=N1)clcec(NC(=0)c2cec(cc2)C(=0)Ne2ceec(ce2)C2=NC(C)CN2)ccl

0,80

BCGset

GSK1281628A

gskversion

Cclesc(NC(=0)CSc2nc(C)c(C)n2Cc2cec(Cl)cc2)c1CHN

0,90

BCGset

GSK984529A

gskversion

OCCC1CCCCN1C(=0)clccec(cl)-clnoc(nl)-cleccececl

0,90

BCGset

GW354586X

gskversion

N(clnc(csl)-clcccenl)cleccenl

0,90

BCGset

GSK1829736A

gskversion

Cclcee2nc(c(C(=0)NCc3cc(Cl)ec(Cl)e3)n2¢1)C(F)(F)F

0,90

BCGset

TBset




GSK1829729A gskversion Cclece2ne(c(C(=0)NCc3cces3)n2cl)C(F)(F)F 0,90 BCGset TBset
GSK362766A gskversion CIC(CI)(CI)C(=O)NclccecccINICCN(CC1)C(=0)cleccecl 1,00 BCGset
GSK2200160A gskversion CCclcec(CN2CCC3(CC2)0CCe2scec32)sl 1,00 BCGset TBset
GSK2200150A gskversion C(N1CCC2(CC1)OCCclsccc21)clecc20CCOc2cl 1,00 BCGset TBset
GW623128X gskversion Clclcee2[nH]e(cc2c1)C(=0)NC12CC3CC(CC(C3)C1)C2 1,00 BCGset TBset
GSK1759150A gskversion CCOclcce(ccl)-cInc(CNCCe2ceec(F)ee2)esl 1,07 BCGset TBset
BRL-47858HG gskversion Nclcce(cc1C#N)C(=0)COcleec(CC2SC(=0)NC2=0)ccl 1,10 BCGset
GSK1188060A gskversion CCclnc(N2CCNCC2)c2¢(C)nn(-c3ccc(OC)ce3)c2nl 1,10 BCGset
GSK1213629A gskversion COclccc(ccl)-clesc(NC(=0)c2enc(SC)ne2)nl 1,10 BCGset
GSK747165A gskversion COclccc(Nc2eceee2N)ccl 1,10 BCGset
GW432086X gskversion Clclece(cc1)C(NICCN(CC1)C(=0)NNC(=0)clccc(o1)N(=0)=0)clcccecl 1,10 BCGset
GSK1829732A gskversion Cclcee2nc(c(C(=0)NCc3ccc40COc4c3)n2cl)C(F)(F)F 1,10 BCGset TBset
GSK463114A gskversion COclcce2nc(C)ec(OCC(=0)NCe3cccec3)c2cl 1,10 BCGset TBset




GSK1783710A gskversion CCclc(C)nc([nH]c1=0)-n1nc(C)ccINC(=0)clccececlSC 1,15 BCGset TBset
SB-204804-A H HN Hel | gskversion C[C@@H](NCCclnc(nol)-clen(C)c2cceec12)C1CCCCCL 1,15 BCGset TBset
N
|
CH,
GSK1567463A gskversion CC(C)Sclcee(ccl)C(=0)Nelnc(csl)-clececenl 1,20 BCGset
GSK1783695A gskversion CCclc(C)nc([nH]c1=0)-n1nc(C)ccINC(=0)clcec(OC)cc10C 1,20 BCGset
GSK1783704A ° sz gskversion CCC(C(=0)Nclcc(C)nnl-c1nc(C)c(CC)c(=0)[nH]1)clccececl 1,20 BCGset
GSK468296A mc\(©1,{>_©;h" = gskversion CC(C)clecc2oc(nc2cl)-clecc(NC(=0)c2ccenc2)ecl 1,20 BCGset
an,
GSK905372A gskversion Cclnce(C(=0)Nc2ceee(c2)-c2ec(no2)-c2¢(Cl)ccec2Cl)c(nl)-cleccecl 1,20 BCGset
F_F
‘/
GSK1180781A N gskversion Ccleec(CNC(=0)c2enn3C(CC(Nc23)c2cec(C)ec2)C(F)F)ecl 1,23 BCGset TBset
e
GSK1783652A gskversion Cclec(NC(=0)C2(CCCC2)c2ccc(Cl)cc2)n(nl)-c1nc(C)ec(=0)[nH]1 1,30 BCGset
GSK1825997A = @\'\f“ gskversion COclccec(enl)-cleee(Ne2ceee(c2)S(=0)(=0)CCNCC=C)ncl 1,30 BCGset
]
N
Hye %
AR
0= =S
GSK1829819A Hi Ha gskversion Cclnc2cec(C)en2c1C(=0)NCclcccol 1,30 BCGset TBset
S=
=
NH
GSK1220329A - hY gskversion CCCCS(=0)(=0)Nclcce2en(C)nc2cl 1,30 BCGset TBset
e ™
M N: >\Nuz
GI210527X | gskversion N[C@@H]1CCN(C1)clnc(nc2ccecel2)-cleceecl 1,40 BCGset




GSK1467632A =" gskversion COclcec(cc10C)-c1nc(CN2CCCC2c2cces2)csl 1,40 BCGset
"\CN
GSK1595876A gskversion CN(Cclnc2cceec2s1)C(=0)clecce(NC(=0)c2cees2)cl 1,40 BCGset
GSK1783682A gskversion CCCclcc(=0)[nH]c(n1)-n1nc(C)ccINC(=0)clcc2cecccc20l 1,40 BCGset
GSK434954A gskversion Brclece(s1)C(=0)Nclnc(cs1)-clecencl 1,40 BCGset
HC
O
)
GW652926X o gskversion CCOC(=0)c1c(oc2cec(0)c(CN3CCCCC3)c12)-cleccecl 1,40 BCGset
>0
o
GSK1121877A e N: I gskversion COclccec(ccl)-clenec(cl)-clee(ne(nl)-cleccec1)NICCN(CCO)CCL 1,45 BCGset TBset
~ .
>ageN
GSK1072525A gskversion FC(F)(F)clccee(c1)C(=0)Nelnnc(ol)-clece(Br)ccl 1,50 BCGset
GSK1256528A z gskversion CCclnn2c(cenc2cl-cleec(OC)ccl)C1CCCNCL 1,50 BCGset
GSK796865A gskversion COclcec(CCNC(=0)c2nc(no2)-c2ccc(0C)c(0C)c2)cc10C 1,50 BCGset
SB-708224 gskversion CN(C)c1nc2scc(-c3cccce3)c2¢(=0)ol 1,50 BCGset
CH
N/ :
|
CH,
N N
v
GSK1955236A W gskversion Clclecc(CCNe2cc(ne3necnn23)-c2cccec2)ccl 1,50 BCGset TBset
o
GSK810016A <CH‘ gskversion CCN(CC)clcce(ccl)-c1nn2c(nnc2sl)-c1n[nH]c2CCCc12 1,50 BCGset TBset
N
7 NN
N N
o
y ~ | gskversion = =0)clcec(ccl)S(=0)(=0)Nclcce2nc(N)[nH]c(=0)c2c1)C(=! , set set
GW339742X N |gskversi CCOC(=0)CC[C@H](NC(=0)clccc(ccl)S(=0)(=0)Nelcce2ne(N)[nH]c(=0)c2c1)C(=0)0 1,50 BCG: TB:




GSK1303102A gskversion CCCCOclecc(cel)C(=0)Nelnc(csl)-cleceenl 1,60 BCGset
GSK1472560A gskversion CC(N(C)C(=0)clccc2C(=0)0C(Cc2cl)clcceccl)clnc2cceec2sl 1,60 BCGset
GSK1525120A — o gskversion COclccee(enl)-clece(Ne2ceee(c2)S(=0)(=0)CCNC2CCC2)ncl 1,60 BCGset
N\ /" "o
hY
GSK975839A o gskversion Cclcee(C)e(c1)-clnne(NC(=0)c2cec(Br)s2)ol 1,60 BCGset
5
3 k (=0) (t (=0) (cc1) )C(=0) (cc1)
GW283925A - . skversion CC(=0)Nclcc(cecclC(=0)Nclcec(cc1)C1=NCCN1)C(=0)Nclccc(ccl)C1=NCCN1 1,60 BCGset
- OO~ o |
N
It
4
‘ N TN e,
GW652646X ne N gskversion CCCCCNclnc(N2CCCC2)c2CN(C)CCe2c1CHN 1,60 BCGset
A
N
N=—
\_/
o
SB-557875 N o gskversion CC(Sc1nc2ccece2[nH]1)C(=0)NNC(=0)cleenccl 1,60 BCGset
Nos
T
HyC o
p S )
GW356807A {Q m@% 1. |gskversion 0=C(Nclccc(NC2=NCCN2)ccl)cleec(ccl)C(=0)Nclece(NC2=NCCN2)ccl 1,60 BCGset TBset
o-
He” N s
e
GSK731389A N— gskversion COclccec(ccl)-c1nsc(SCC(=0)N2CCCC2)n1 1,60 BCGset TBset
o= O
GSK1063699A gskversion CN(Cclnc2cceee2s1)C(=0)cleccc(NC(=0)c2cence2)cl 1,70 BCGset
N H,C. CH,
~
= u
GSK492450A ° " " gskversion Cclec(C)c2ec(CN(Ce3ccenc3)C(=0)c3cccec3F)c(Cl)nc2cl 1,70 BCGset
&
IS
s
GW876411A a S gskversion Cclesc2ne(nc(Nc3cenen3)cl2)-cleceenl 1,70 BCGset TBset
SN ‘ "
=
GSK921190A gskversion CSclceeec1C(=0)Nclnc(cs1)-cleceenl 1,74 BCGset TBset




GW859039X gskversion CC(C)(C)clece(cel)-c1nnc(SCC(=0)0C2CCCCC2)ol 1,74 BCGset TBset
GSK1519001A : @@ i gskversion C([C@H]1CN(CCN1)clncee(Oc2ccec(cc2)-n2cenc2)nl)cleccecl 1,80 BCGset TBset

'S

L~
GSK1286645A gskversion 0=C(Nclnc(csl)-cleceenl)cleenol 1,80 BCGset

</

GSK1303831A Y gskversion COclcec(0)c(c1)C(=0)clenn(cl)C(=0)clecesl 1,80 BCGset

'\‘
GSK1352914A gskversion FC(F)(F)clccc2e(nce(-c3cese3)c2n1)N1CCCNCCL 1,80 BCGset
GSK1667528A gskversion Fcleec(cel)-clnc(C#N)c(01)S(=0)(=0)clecc(Br)ccl 1,80 BCGset
GSK1783693A gskversion Cclee(NC(=0)c2ccces2)n(nl)-c1nc(C)c(C)c(=0)[nH]1 1,80 BCGset
GSK1783699A gskversion CCclc(C)nc([nH]c1=0)-n1nc(C)ccINC(=0)clcccc2eccecl2 1,80 BCGset
GSK2059310A gskversion Ccln[nH]c(C)c1S(=0)(=0)NCclnc(NCCCc2cccec2)c2cccee2nl 1,80 BCGset TBset
SB-435634 gskversion NclcccecclNelecc20COc2cl 1,82 BCGset TBset
GSK1042454A gskversion CC(C)Cclen(-c2nc(CN3CCCC3)cs2)c2cc(Cl)eccl2 1,90 BCGset
GSK1057729A gskversion CC(=0)Nclcce(cc1)S(=0)(=0)NclcceccINcleee(C)ecl 1,90 BCGset
GSK1188379A gskversion COCc1nc(N2CCNCC2)c2c(C)nn(-c3ccec(Cl)e3)c2nl 1,90 BCGset




GSK1744926A gskversion Brclecc(CN2CCN(CC2)C(=0)C=Cc2cces2)sl 1,90 BCGset TBset

~

—
GSK1750922A = i gskversion CN1CCN(CC1)cleee(ccINC(=0)clceccen)C(F)(F)F 1,91 BCGset TBset

P [ j

"
by,
GSK1022128A gskversion NC(=0)clcsc(nl)-clccec(OCCNCCe2cccc(F)c2)cl 2,00 BCGset
GSK1214892A gskversion CCOclcee(cel)-c1nc(NC(=0)C2CCCN2S(=0)(=0)c2cces2)sclC 2,00 BCGset
GSK1238596A gskversion CC1CCN(Cc2csc(NC(=0)c3en4c(C)ccecan3)n2)CCL 2,00 BCGset
GSK140123A skversion COC(=0)c1c(NC(=0)c2c(F)c(F)c(F)c(F)c2F)sc2CCCCCc12 2,00 BCGset
8
GSK1471133A gskversion Cnlnc(C(=0)N2CCc3scce3C2c2cccec2)c2cceccc2cl1=0 2,00 BCGset
GSK1540999A gskversion CC(C)CCN([C@H]1CCNC1)clcec(C#N)c(Cl)cl 2,00 BCGset
GSK1753353A gskversion Fcleeee(c1)C(=0)Nclnc(csl)-clecceenl 2,00 BCGset
GSK356463A gskversion CC1=C(C(NC(=0)N1)clcc(cs1)CHCclecceel)C(=0)Neleeec2[nH]ncc2cl 2,00 BCGset
SB-615575 "‘ gskversion Cclec(C)n(n1)-cinc(O)cc(nl)-cleccecl 2,00 BCGset
Ho .
i AN
N o
GSK957094A J Y Y gskversion Cclnc2cceen2c1C(=0)NCelcccecl 2,00 BCGset TBset
‘o,
O,

GI250690X 0/)\ gskversion COclcec(cc1)N(C1CCCC)C(=0)CNclcecceclNcleccecl 2,10 BCGset




GSK1057079A gskversion Fclceec2sc(cc12)C(=0)Nelnc(csl)-cleccenl 2,10 BCGset
GSK1277359A gskversion COclcceccl-clec(0)c2e(C)nn(-c3cccce3)c2nl 2,10 BCGset
v
GW869933B %Q O = gskversion Clclcec(ccl)-clec2nen(-c3ccc(OCCN4CCCC4)c(Cl)e3)c(=0)c2s1 2,10 BCGset
o
HJC\( o
SB-381759 WOH gskversion CC(=0)N1CCc2ccc(\C=C\C(0)=0)cc12 2,10 BCGset
H,C ~
AN
NN
GSK1829733A Q\\ﬁr gskversion CC(C)Oclceec(CNC(=0)c2¢(ne3cec(C)en23)C(F)(F)F)cl 2,10 BCGset  |TBset
. X
—
HyC
cl
BRL-24348PM-A o N NH o HCLockversion Clclec(cc(Cl)c10Cclcccec1)NICCNCCL 2,20 BCGset
cl
GSK1072523A Y gskversion Fcleeee(c1)C(=0)Nclnnc(ol)-clecc(Br)ecl 2,20 BCGset
Q
)
GSK547524A é)\/\ gskversion C(CN1CCOCC1)Cnlc(Ce2c[nH]c3cccee23)nnclScleenc(n1)NICCN(CC1)cleenecl 2,20 BCGset
o~
QA
e
0
me—o
GSK695914A O " O gskversion COclcccccl-clecec(CNC(=0)c2cc3cccce3cc20C)cl 2,20 BCGset TBset
GR135487X ? gskversion NclccenclNeleee(cel)C(F)(F)F 2,24 BCGset TBset
o o
HN)K/O\){OH
oo _tn
G1105268X gskversion 0OC(=0)COCC(=0)NNC(=0)clcenecl 2,30 BCGset
g
X
N
o
H N
NH, .
g F o
GR119270B HO‘{H gskversion NC(Cclc[nH]c2ccc(F)cc12)C(N)=0 2,30 BCGset
7\ :
N
GSK1073692A gskversion CCSclcec(ccl)C(=0)Neclnc(csl)-cleeccenl 2,30 BCGset




GSK1215270A gskversion Ccleec(cclC)-clnnc(NC(=0)c2ccc(F)ec2)ol 2,30 BCGset
HsC cH,
GSK2200174A gskversion C(N1CCC2(CC1)OCCclscec21)cleece(nl)-clccc20COc2cl 2,30 BCGset
GSK735791A gskversion Fclecce2sc(Ne3nc(cs3)-c3cceen3)ncl2 2,30 BCGset
VA
SB-277574 v@ gskversion Cclesc2nc(Ce3cec(ce3)C(=0)c3cec(ce3)C(=0)0Cc3cccce3)oc(=0)cl2 2,30 BCGset
cn,
s
SB-439950 gskversion COclccc(Nc2eecce2N)eclCl 2,30 BCGset
o—
BRL-7940SA HiC cHy \/\ e on e |8skversion CC(C)(C)clececcc10CCCONLC(=N)N=C(N)NC1(C)C 2,30 BCGset TBset
WA
GSK124576A UT gskversion Cclec(OCC(=0)NCe2cccee2)c2ec(Br)cce2nl 2,30 BCGset TBset
ool
=
N e,
F
S
GSK735816A = N\ 1 gskversion Fcleee2ne(Ne3nc(cs3)-c3cceen3)sc2cl 2,30 BCGset TBset
= N>/>/
N | Ny—NH
BRL-8088SA O e o e |BSkversion CC1(C)N=C(N)N=C(N)N1OCCclccc2cecec2cl 2,32 BCGset TBset
0 <,
PNEN
cn,
o
BRL-10988SA n”\ﬂ e |Bskversion CCCclce(ccc10CCCONIC(=N)N=C(N)NC1(C)C)C(C)=0 2,34 BCGset TBset
He o,
b
or,
Hh/ N/ NH,
CCI7967 gskversion Cclec(NCCc2eccec2)ne(NC(=N)Nc2cece(Cl)eec2)nl 2,37 BCGset TBset
GSK1839939A gskversion Ccleec(cc1C)NICCN(CCOc2ccec(c2)-c2cce(cc2)C(=0)N2CCCC2)CCL 2,40 BCGset
i N
o M i I
GSK441195A B gskversion Brclccc(OCC(=0)NNC(=0)c2cces2)ccl 2,40 BCGset




GSK547489A gskversion CCN(CC)CCCnlc(Sc2cenc(n2)N2CCN(CC2)c2cenee2)nncl-clecceel 2,40 BCGset
GSK547541A gskversion CCN(CC)CCCnlc(Sc2cenc(n2)N2CCN(CC2)c2cence2)nncl-cleccenl 2,40 BCGset
GSK728157A gskversion COclccc(CN2CCC3(CCeacecce34)CC2)cc10Ccleccecl 2,40 BCGset
GSK854007A gskversion Cn1c(SCC(=0)Nc2sccc2CH#N)nncl-cleee(Cl)ccl 2,40 BCGset
GSK810037A gskversion C(clecesl)clnn2c(nnc2sl)-cln[nH]c2CCCcl12 2,40 BCGset TBset
GSK254610A gskversion FC(F)(F)clccc2¢(SCCCN3CCedceec(cc4CC3)CiN)cenc2cl 2,40 BCGset TBset
GSK1274131A gskversion CC(C)n1nc(C)c2c(cc(C)ncl2)C(=0)Nclnc2c(C)ecee2sl 2,50 BCGset
GSK1817710A gskversion 0=C(COc1cce(ccl)-cleccecc1)NNC(=0)cleccol 2,50 BCGset
. ) -~
GSK222392A ©\<\/\(L: Q J Q 1. |gskversion Clclcec(ccl)-clec2nen(-c3ccc40[C@ @H](CN5CCCC5)COc4c3)c(=0)c2s1 2,50 BCGset
GSK641592A gskversion OclcceeclC(=0)clenn(c1)C(=0)clcccol 2,50 BCGset
GW611920X gskversion 0=C(NC12CC3CC(CC(C3)C1)C2)clcc2eccec2[nH]1 2,50 BCGset
GSK426032A gskversion CCOclcec(OCc2ccc(cc2)C(=0)NNC(=0)c2ccc(02)N(=0)=0)ccl 2,50 BCGset TBset
GI259770X gskversion COclcec(cc1)N(C(C)C)C(=0)CNclcececclNcleee(Cl)eel 2,60 BCGset




GSK1517183A gskversion CC1CCN(Cc2c(O)ccc3oc(cc(=0)c23)-c2ccco2)CCL 2,60 BCGset
HC =
X
GSK489489A o gskversion CC1=NN(C(=0)c2ccncc2)C(0)(C1)cleenccl 2,60 BCGset
o
GSK547496A gskversion CC(=0)NCCn1c(Sc2cenc(n2)N2CCN(CC2)c2cence2)nncl-cleccol 2,60 BCGset
) \%/ o "
o
M\\
SB-779796-V a 3 {i} gskversion CC(=0)clecce(NC(=0)N(CCc2ccenc2)Ce2esc(n2)-c2cec(CNCe3cccee3)cc2)cl 2,60 BCGset
1
GR223839X gskversion C(Sclccceel)clnn2c(nne2sl)-cleceecl 2,69 BCGset TBset
N
GI205671X _ gskversion C1CNCCN(C1)clnc(nc2cceccl2)-cleccecl 2,70 BCGset
N T
A
H,C —O,
GSK1645397A N gskversion COclccc(ccl)-clnne2sc(Ce3ccece3)nnl2 2,70 BCGset
N7
2
H,C
A\
N—ch,
GSK1717126A gskversion CN(C)CCNCcleee(ol)-clec(Cl)ec(Cl)cl 2,70 BCGset
GSK1783677A gskversion CCCclcc(=0)[nH]c(n1)-n1nc(C)ccINC(=0)C(CC)cleccecl 2,70 BCGset
GSK2200168A gskversion C(N1CCC2(CC1)OCCclscec21)clec(csl)-cleceecl 2,70 BCGset
)
)
)
GSK547512A é)\/\ gskversion C(CN1CCOCC1)Cnlc(Cc2ccecc2)nnclScleenc(n1)N1CCN(CCl)cleenecl 2,70 BCGset
o~
i
o oM
i
SB-255624-M o gskversion COclcc(cec1C(=0)Nclecec2C(N)CCc12)C(C)(C)C 2,70 BCGset
A
HN
GSK861337A gskversion 0=C(N1CCN(Cc2ccc30C0c3c2)CC1)clec2ecccc20l 2,70 BCGset TBset




GSK735826A gskversion C10c2cc3nc(Ncdnc(cs4)-cdccecend)sc3cc201 2,70 BCGset TBset
VA
"
N N
GSK124945A ©\A | \>/® gskversion Fclcceecl-c1nc(CHN)c(NCCe2cccec2)ol 2,79 BCGset TBset
y o
F
s
—
o N
GSK829969A o gskversion CCC(Sclnc2cccec201)C(=0)Nclncesl 2,79 BCGset TBset
/>_5 eH,
N
o
cl N/NH2
AH24048X /J\ gskversion Nn1c(=0)oc2ccc(Cl)cc2c1=0 2,80 BCGset
NS
o o
GSK1048034A D gskversion COclcee(ccl)S(=0)(=0)NcleccecINeleee(C)ecl 2,80 BCGset
r
GSK1735958A I8 gskversion 0=C(COc1cce(ccl)-clecc(ccl)CHN)NNC(=0)cleccol 2,80 BCGset
O
4
GSK1783702A gskversion CCclc(C)nc([nH]c1=0)-n1nc(C)ccINC(=0)COclccecclF 2,80 BCGset
GSK2200151A gskversion C(N1CCC2(CC1)OCCclscec21)clec2ccccc20l 2,80 BCGset
\ /
o
N
HN Z o
GSK237560A QIKN s gskversion Cclec(nol)C(=0)Nclnc(nc2cesc12)-cleccenl 2,80 BCGset
N | N
=
GSK270677A gskversion COclcc(Nc2ceeee2)ceccINS(=0)(=0)clcec(s1)-clec(n(C)n1)C(F)(F)F 2,80 BCGset
GSK346583A gskversion Cclec(C)c2cec([nH]c2c1)C(=0)NC1CCCCCL 2,80 BCGset
GSK370365A gskversion Cclcec2nen(-c3ncec(n3)N3CCN(Cedeenccd)CC3)c2eclC 2,80 BCGset
GSK547498A gskversion CCN(CC)CCCn1c(Sc2cenc(n2)N2CCN(CC2)c2cence2)nncl-cleccol 2,80 BCGset




GSK547500A gskversion C(CN1CCOCC1)Cnlc(Sc2cenc(n2)N2CCN(CC2)c2cence2)nncl-cleccol 2,80 BCGset
GSK547523A gskversion C(Cnlc(Cc2c[nH]c3cceec23)nnelScleenc(n1)N1CCN(CC1)cleenecl)N1ICCOCCL 2,80 BCGset
GSK857710A gskversion Clclcee(ccl)C(=0)Nelnnc(ol)-clece(Cl)ccl 2,80 BCGset
GSK975840A gskversion Ccleec(C)e(c1)-c1nnc(NC(=0)c2ccc(Cl)s2)ol 2,80 BCGset
GSK1859936A gskversion CCN(Cclcecc20C0c2c¢1)C(=0)CSclnc(NC)c2ccceec2nl 2,80 BCGset TBset
GSK1742694A gskversion CCclcec(Ne2nne(SCe3cec(C)on3)s2)ccl 2,80 BCGset TBset
GSK134227A gskversion NC(=0)clenc2cec(cc2c1Nelecc(0)ecl)S(=0)(=0)cleececl 2,90 BCGset
GSK1669247A gskversion Brclecc(cc1)S(=0)(=0)cloc(nclCHN)-clccesl 2,90 BCGset
GSK1826054A gskversion COclcec(enl)-clece(Ne2eeee(c2)S(=0)(=0)CCNCC(C)(C)C)ncl 2,90 BCGset
GSK547510A gskversion CCN(CC)CCCnlc(Cc2cccee2)nnelScleenc(n1)N1CCN(CC1)cleenccl 2,90 BCGset
GSK884710A gskversion Cclec(C)c2ec(CN(Ce3ccenc3)C(=0)c3ccc(F)ee3)c(Cl)nc2cl 2,90 BCGset
GSK498315A gskversion Cclnc2cceen2c1C(=0)NCeclecc20C0c2cl 2,90 BCGset TBset
GSK1996236A gskversion COclccec(cel)-clec(=0)c2cc(0CC(=0)0C(C)C)ccc201 2,95 BCGset TBset




GW360240X gskversion COclcc(Ce2enc(N)nc2N)c2encec2cIN(C)C 2,99 BCGset TBset
GSK1188072A gskversion COCc1nc(N2CCNCC2)c2c(C)nn(-c3cec(C)ee3)c2nl 3,00 BCGset
GSK270671A gskversion COclccee(ccl)S(=0)(=0)Nclcec(Nec2eceee2)cc10C 3,00 BCGset
GSK273492A gskversion Clclceee(c1)C(=0)Nelnc(cc2cececl2)-cleccenl 3,00 BCGset
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GSK1239234A gskversion Clclce(Br)ecc10CC(=0)Nclnc(cs1)-cleceenl 4,60 BCGset
GSK1288009A gskversion CC1(CCN1CC1CC1)C(=0)Nclceec2ecencl2 4,60 BCGset
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GSK1293949A o H gskversion Cclec(nol)C(=0)Nclnc(csl)-cleceenl 4,60 BCGset
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GSK1445244A gskversion Cnlnc(C(=0)N2CCc3scce3C2c2cces2)c2ccccc2cl=0 4,60 BCGset
GSK516030A gskversion Fcleee(CSc2nne(NC(=0)c3cecen3)s2)ecl 4,60 BCGset
N
GSK868100A " gskversion Cnlcc(C(=0)NCCc2cccce)c(=0)c2cc(cec12)S(=0)(=0)N1CCCCL 4,60 BCGset
GW283926A gskversion 0=C(Nclcce(ccl)C(=0)Nclecee(c1)C1=NCCN1)Nclcee(ccl)C1=NCCN1 4,60 BCGset
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SB-282992-A o o gskversion CCOclcc(CC)c(Br)cc1C(=0)Nclececc2CN(C)CCe12 4,60 BCGset
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GW713556X \ /) @V@ gskversion 0=C(C=Cclcccol)N1CCN(Cc2ccc30C0c3c2)CCL 4,60 BCGset TBset
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SB-811137-V ’%W ) {i} gskversion CCcleee(ce1)S(=0)(=0)Neclec(CN2CCN(CCC(C)C)CC2)ccclC 4,68 BCGset  |TBset
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GSK1826247A gskversion Cnl1ccnclCNCCS(=0)(=0)clcccc(Nc2cec(cn2)-c2cece(F)e2)cl 4,68 BCGset TBset
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GSK1584732A J\ gskversion CN(CCO)c1nc(nc(C)c1Br)-n1nc(C)cclC 4,70 BCGset
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GSK1650100A S gskversion FC(F)(F)c1cc(N2CCCNCC2)c2cccce2nl 4,70 BCGset




GSK1688273A gskversion CN(Cclnc2cceee2s1)C(=0)clecc2C(=0)0C(Cec2cl)clcccecl 4,70 BCGset
GSK1804923A e N9 gskversion COclcec(cc10C)-c1nsc(NC(=0)COc2ccc(C)ec2)nl 4,70 BCGset
L )\/©\
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GSK2200163A - j gskversion C(N1CCC2(CC1)OCCclsccc21)cleee(sl)-cleccecl 4,70 BCGset
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GSK281210A E:[ Ii\\ gskversion Brclece(cc1)S(=0)(=0)Cclnc2cccec20cl=0 4,70 BCGset
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GSK574899A O\/@)L Cl Q . [I] gskversion C[C@H]1CN(Cc2cccc(c2)-c2cc(CNC(=0)c3ccc(CC4CCNCC4A)ce3)ccc2F)CCNL 4,70 BCGset
GSK920693A J\ gskversion Clcleee(SCC(=0)Ne2nc(cs2)-c2cceen2)ccl 4,70 BCGset
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GSK754716A N Y/ gskversion Brclc(nc2nceen12)-clecc20C0c2cl 4,70 BCGset TBset
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GSK705278A gskversion C(Oclcee(ccl)-nlenenl)clece(ccl)-nlenenl 4,73 BCGset TBset
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GSK1352957A 7 N\ gskversion FC(F)(F)clccc2e(nec(-c3cceee3)c2n1)NICCCNCCL 4,80 BCGset
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GSK1460091A gskversion COclccec(ccl)-clnc(cs1)C(=0)N1CCCCClelnc2ceccec2sl 4,80 BCGset
GSK1589678A gskversion CCclcce(cc1)C1CC(n2nec(C(=0)NCe3ccc40COc4c3)c2N1)C(F)(F)F 4,80 BCGset
GSK1740917A gskversion FC(F)(F)Oclccc(NC(=0)NC2CCCCC2)ccl 4,80 BCGset
GSK1783685A gskversion Cclec(NC(=0)COc2ccc(Cl)cc2)n(nl)-c1nc(C)c(C)c(=0)[nH]1 4,80 BCGset
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GSK2118612A ME s gskversion CCOclcec(ccl)-n1nc2c(C)nnc(NCc3cceee3)c2clC 4,80 BCGset
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GSK426083A :2 gskversion Clclcec(SCC(=0)NNC(=0)c2cces2)ecl 4,80 BCGset
GSK1941290A gskversion CC(C)nlncc2c(ce(ncl2)-cleecccel)C(=0)NCC(N1CCOCCT)clecesl 4,80 BCGset TBset
GSK1826825A gskversion Fcleeee(Cl)e1COC(=0)clcec(ccl)-nlncc(Cl)c(Cl)c1=0 4,90 BCGset TBset
GSK490439A gskversion 0=C(NCclcccccl)NICCN(Ce2cee30C0c3¢2)CCl 4,90 BCGset
GSK1589673A gskversion CCclece(cel)C1CC(n2ncec(C(=0)NCe3cec(0C)ce3)c2N1)C(F)(F)F 4,90 BCGset TBset
BRL-18223AV gskversion CNC1=NC(=0)[C@ @H](01)[C@H](C)clc[nH]c2ccececl12 5,00 BCGset
GSK1215271A gskversion Ccleec(cclC)-clnnc(NC(=0)c2ccec(F)c2)ol 5,00 BCGset
GSK1257009A gskversion Cclsc2nc(C3CC3)n(C3CCN(CC(=0)NACCCCA)CC3)c(=0)c2c1C 5,00 BCGset
GSK1277123A gskversion CCCNclce(nc(nl)-n1nc(C)cclC)-cleccecl 5,00 BCGset
GSK900362A gskversion Clclecec(Cl)cl-clec(onl)-clccec(NC(=0)CC2NC(=0)c3cccce23)cl 5,00 BCGset
GSK847920A gskversion Cclnc2cec(C)en2cl-cleen(Cc2cceec2)nl 5,00 BCGset TBset
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GSK1599440A gskversion CCCclcc(N2CCN(CCH#N)CC2)n2ncc(-c3ccece3)c2nl 5,10 BCGset
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GSK1761037A N < gskversion 0=C(CCclcc2cececc201)NNC(=0)clecesl 5,10 BCGset
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GSK626837B — u \ Y N lgskversion Clclce(nen1)N1CCN(CC1)cleenecl 5,10 BCGset
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GSK275628A ;EN gskversion Brclence(cl)-clec(NCCCn2cenc2)ne(nl)-cleceecl 5,19 BCGset TBset
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GSK1073593A 2\ gskversion CCSclccec(c1)C(=0)Nclnnc(ol)-cleee(C)eclC 5,20 BCGset
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GSK1073647A gskversion CCS(=0)(=0)c1ccec(c1)C(=0)Nclnc(csl)-cleceenl 5,20 BCGset
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GSK1239841A gskversion Fclecceel-cleec(01)C(=0)Nclne(esl)-cleceenl 5,20 BCGset
GSK1615227A gskversion CC(=0)Nclcee(ccl)S(=0)(=0)Ncleee(ccl)N1CCCCCl 5,20 BCGset
GSK1746325A gskversion 0=C(Nclnc(cs1)-cleceenl)clecec(c1)S(=0)(=0)N1CCCCCl 5,20 BCGset
GW770961A gskversion Clclesc(nl)-cleccccINC(=0)OCCICCNCCL 5,20 BCGset
GSK636544A © / gskversion Cclnn(Cc2cceee2)c(Cl)c1C(=0)NC1CCCCecl 5,20 BCGset TBset
GSK1434490A gskversion Fclcccecl-c1noc(n1)N1CCN(Cc2cecc30C0c3c2)CCl 5,20 BCGset TBset
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GSK1658592A gskversion Cnlc2ccecc2c(0)c(C(=0)NNC(=0)c2ccec(Cl)c2)c1=0 5,30 BCGset
GSK1783684A gskversion Cclec(NC(=0)c2cc(Br)ccc2Cl)n(n1)-c1nc(C)c(C)c(=0)[nH]1 5,30 BCGset




GSK1826011A gskversion Fclecee(cl)-clece(Ne2ecee(c2)S(=0)(=0)CCNCC2CC2)ncl 5,30 BCGset
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GSK1982996A )\ N \ N gskversion Cclecee(cl)-clnc(cs1)C(=0)Ncleenc2nennl2 5,30 BCGset
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GSK350706A N gskversion Oclcc(CSc2ccc(Cl)ec2)ne(nl)-cleceenl 5,30 BCGset
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GSK480736A gskversion COclcec(NC(=0)N2CCCN(CC2)c2nc3c(C)c(C)cce3cc2CHN)ecl 5,30 BCGset
GSK547499A gskversion C(Cnlc(Sc2cenc(n2)N2CCN(CC2)c2eencc2)nncl-cleccol)N1CCOCCL 5,30 BCGset
SB-563819 gskversion Clclcceecc10Ccelnc(cs1)C(=0)NNC(=0)clccesl 5,30 BCGset
GSK345724A gskversion COclcc(nc2cee(C)c(N)c12)C(F)(F)F 5,30 BCGset TBset
GSK1731114A gskversion 0=C(N1CCN(Cc2ccc30C0c3¢2)CC1)clecc2CCCc2s1 5,30 BCGset TBset
BRL-51093AM gskversion Cclec(C)ec(OCCCON2C(=N)N=C(N)NC2(C)C)c1 5,31 BCGset TBset
GSK1594233A gskversion 0=C(CCCOclcccecl)Nelne(esl)-cleceenl 5,40 BCGset
GW645859X gskversion COclcc(ccc10)CIN(C(=0)c2[nH]nc(c12)-clcceec)clece(Cl)ecl 5,40 BCGset
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GSK937733A ¢ @A VA gskversion Cclece(ce1)C1CC(n2nec(C(=0)NCe3ccec40COc4c3)c2N1)C(F)(F)F 5,40 BCGset  |TBset
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GSK1402290A gskversion C(Cclcceecl)Nelee(nc2nnenl2)-cleccecl 5,50 BCGset TBset




GSK1197849A gskversion Cclenc(CNCe2cecc(ce2)-c2cec(C(=0)NCCe3cccee3)c(F)c2)enl 5,50 BCGset
GSK120985A gskversion Cclnc(nc(N2CCCN(Cc3cec(F)ec3)CC2)clCl)-clecencl 5,50 BCGset
GSK1274122A gskversion CC(C)n1nc(C)c2c(cc(C)nc12)C(=0)Nclnc(C)c(C)sl 5,50 BCGset
GSK1299919A gskversion 0=C(Nclnc(cs1)-clcceenl)clec2CCCCe2s1 5,50 BCGset
GSK1836675A gskversion CCCCC1=NN(C(=0)c2cencc2)C(0)(C1)C(F)(F)F 5,50 BCGset
GSK217635A gskversion COclcccccINICCN(CC1)clecee2n(C3CCNCC3)c(\C=C\c3cenee3)ncl2 5,50 BCGset
GSK471625A gskversion Ccleec(cel)-clnne2sc(Ce3cces3)nnl2 5,50 BCGset
GSK918708A gskversion CC(C)N1CCN(CC1)clnc(CCN2CCN(CC2)c2ccec(c2CHN)C(F)(F)F)esl 5,50 BCGset
GW324595A gskversion Cclecee(CC(=N)NCCOc2ccec(Cl)c2)cl 5,50 BCGset
SB-252962-A gskversion COclcc(0C)c(cc1Br)C(=0)Ncleeccc2C(C)N(C)CCe12 5,50 BCGset
GSK1588120A gskversion C(NCclcec(cel)-clencc2eccec12)C1CCNCL 5,56 BCGset TBset
GSK1188075A gskversion COclcec(cel)-nlncc2e(nc(nc12)C1CC1)NICCNCCL 5,60 BCGset
GSK1443033A gskversion CC(N(C)C(=0)c1ccce(cl)-nlennnl)clnc2cccce2sl 5,60 BCGset
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GSK1788523A - i N gskversion Ccleec2sc(nc2c1C)N(CCCnlcencl)C(=0)cleccol 5,60 BCGset
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GSK1826012A gskversion COclccee(enl)-clece(Ne2ceee(c2)S(=0)(=0)CCNCC2CC2)ncl 5,60 BCGset
GSK1924991A gskversion CCOclcee(cc10CC)C(=0)Nelnc(esl)-cleccenl 5,60 BCGset
GSK1999915A gskversion CN(C)clec(ceccINC(=0)O0Ccleceecl)C(=0)NCC1CCCCCl 5,60 BCGset
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GSK714667A J\Q - gskversion CCCclcec(NC(=0)c2ccc(CN3CCN(Ccdcescd)CC3)cc2)ccl 5,60 BCGset
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SB-252961-A nH O—cH, Hel I gskversion CCOclcc(OC)c(cclCl)C(=0)Neleccc2C(C)N(C)CCel2 5,60 BCGset
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GSK130506A H - |gskversion FC(F)(F)clceec(c1)C(=0)Nelnnc(ol)-clece(Cl)ecl 5,62 BCGset TBset
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GSK1925843A ®~ L‘H/\L/} gskversion CNc1nc(SCC(=0)N(C)Cc2cce(Cl)s2)nc2eccecl2 5,62 BCGset TBset
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GSK1210019A gskversion Clclceececc1CN1C(=0)COc2ec(NC(=0)NC3CCCCC3)cccl2 5,70 BCGset
GSK1256173A He gskversion COclccee(ccl)-clec2necc(C3CCNCC3)n2nl 5,70 BCGset
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GSK1679883A O "l gskversion 0=C(COc1ccc(ccl)-clecceccl)NNC(=0)cleenccl 5,70 BCGset
GSK1825940A s gskversion COclcec(cnl)-clenc(Nec2ccece(c2)S(=0)(=0)CCN2CCc3cccec3C2)ncl 5,70 BCGset
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GSK1881038A HaC N ““H gskversion Cclee2ee(C)e(NCCN)nc2ceclC 5,70 BCGset




GW658979X gskversion Ccleec(cel)-nlec2c(nnc(C)e2nl)-clece(Cl)ecl 5,70 BCGset
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GSK107678A © gskversion Fcleec(ce1)C(=0)Nclnnc(ol)-cleceecl 5,80 BCGset
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SB-443369 gskversion CN(C)clecc(NC(=0)Ne2cee(C)ne3ec(C)ece23)ecl 5,80 BCGset
GSK991960A gskversion CN(C)S(=0)(=0)c1ccc(ccl)C(=0)Nclnnc(ol)-cleec(Cl)sl 5,82 BCGset TBset
GSK1505361A gskversion Nclcc(nnl-clecee(cl)C(=0)NCC1ICN(C(=0)C1)clceeccl)-clece(Cl)ecl 5,90 BCGset
GSK2148633A gskversion COclcceec(cl)-clec(OC[C@@H]2CCCN2)encl-clecee(cl)C(F)(F)F 5,90 BCGset
GSK497430A gskversion COclccecclC(=0)N(Cclecencl)Celec2c(C)ec(C)ec2nelCl 5,90 BCGset
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GSK607186A Q gskversion COclcee(cc10C)C1CC(=0)N(Ce2ccec(F)c2)c2eccec2S1 5,90 BCGset
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GSK669378A _— gskversion Celecc2[nH]e(SCC(=0)NNC(=0)c3cces3)nc2el 5,90 BCGset
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GSK986289A Ny N h gskversion Cclecee(C)ec1CNelce(enc2¢(C)ececl2)C(N)=0 5,90 BCGset
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SB-253290-A o Hel | gskversion COclcc(c(Cl)ec1C(=0)Necleccc2CN(C)CCel2)-cleccecl 5,90 BCGset
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SB-729215-A o gskversion Cclcecc2c(OC3CCNCC3)cceec2nl 5,90 BCGset
i
A / cl
GSK445886A N N \ gskversion Clclccc(Ne2nc(cs2)-c2cceen2)ncl 5,90 BCGset TBset




GSK1302651A gskversion Cclnnc(NCc2cceec(Cl)c2)c2cccecl2 5,90 BCGset TBset
GSK107516A gskversion Fcleec(cel)-c1nnc(NC(=0)c2ccc(cc2)C(F)(F)F)ol 6,00 BCGset
GSK1254879A N N gskversion COclcc(CN2CCCC(C2)c2cc(n3nc(C)ec3n2)C(F)(F)F)cccl0 6,00 BCGset
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GSK1722405A j) gskversion COclcec(Ne2nc(CN3CCN(Cedcc(=0)n5cesc5n4)CC3)es2)ccl 6,00 BCGset
3
GSK1815207A h gskversion Fclecee(Sc2neee(n2)N2CCNCC2)cl 6,00 BCGset
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GSK1825998A " gskversion C=CCNCCS(=0)(=0)clcccc(Nc2cec(cn2)-c2cesc2)cl 6,00 BCGset
GSK2168465A gskversion Clclcee(0Cc2noc(CC3CCN(CCOCc4cccced)C3)n2)ccl 6,00 BCGset
GSK272286A gskversion COclcc(NC(=0)c2sc(cc2\N=C2\CCCCN2C)-c2ccc(Cl)ec2)ccc10CCN1CCCCL 6,00 BCGset
GW819798X gskversion COCCN(C)Cclecc(cel)-clec(cenl)-cle[nH]ncl-clecee(C)nl 6,00 BCGset
GSK937213A gskversion 0=C(CCC1CCCCCL)Ncleeee(cl)-clnnc(ol)-cleccol 6,10 BCGset TBset
GSK1301131A gskversion CCOclcec(C=C(C(=0)NCc2ccc(F)cc2)c2nc3cccec3[nH]2)ccl 6,10 BCGset
GSK1519000A gskversion Cclec(Oc2cec(ce2)-n2cenc2)nc(n1)N1CCN[C@ @H](Cc2cccec2)Cl 6,10 BCGset
GSK1664204A gskversion Cclnc2cc(C)c(C)ec2n1CCCOclcceecl 6,10 BCGset




GSK1717306A s gskversion Cclecce(cl)-c1noc(CNC(=0)c2ccccc2CCe2eccec2)nl 6,10 BCGset
GSK431728A gskversion Ccleec(cel)-cleenc(cl)-clecec(nl)-cleceenl 6,10 BCGset
GSK809140A gskversion N=c1n(CCC2CCCCC2)nnnlCclccececl 6,10 BCGset
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GSK817289A gskversion Ccleec(cel)C(=0)Nelnnc(ol)-cleceeclCl 6,10 BCGset
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GW357070A fol, gskversion C(Oclcee(cc1)C1=NCCN1)clecec(COc2ccc(cc2)C2=NCCN2)nl 6,10 BCGset
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GSK270670A gskversion COclcc(Nc2ceeee2)ceccINS(=0)(=0)clc(C)noclC 6,10 BCGset TBset
GI247341A QXYQ {t} gskversion NC(=N)clccc(CCN2CCC(CC2)c2nc(COCC(F)(F)F)c(02)-c2ccc(F)ec2)ecl 6,17 BCGset TBset
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GSK1573961A gskversion 0=CINN=C(N[C@H]1Cclc[nH]c2cccec12)clecc20C0c2cl 6,20 BCGset
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GSK1615454A gskversion Ccleec(ccl)C1(NC(=0)N(CC(=0)N2CCC(Cc3ceceec3)CC2)C1=0)clcee(C)ecl 6,20 BCGset
GSK1783660A gskversion Cclec(NC(=0)c2cc3cccec302)n(nl)-clnc(C)ec(=0)[nH]1 6,20 BCGset
GSK1920455A gskversion Fclecec(COc2cccec2C(=0)Ne2nc(CN3CCCCC3)cs2)ccl 6,20 BCGset




GSK686665A gskversion CC(C)clecc(NC(=0)c2cec(cc2)C(=0)NC2CCCNC2)ccl 6,20 BCGset
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GSK997258A S J\)N:L . . {‘t } gskversion Cclee(Oc2ccce3[nH]cce23)nc(n1)N1ICCNCCL 6,20 BCGset
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GSK1829660A " gskversion Cclnc2cceen2c1C(=0)Ncleec(ccl)C(C)(C)C 6,20 BCGset TBset
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GSK1480644A gskversion COc1cc2CCN(C(c3cceee3)c2cc10C)C(=0)clnn(C)c(=0)c2cccccl2 6,30 BCGset
GSK1576706A gskversion FC(F)(F)clcceec1C1CCN(Ce2n[nH]c3cccec23)CCl 6,30 BCGset
GSK1583389A \: gskversion Fclec(F)e2nc(NC(=0)C3CCCN3S(=0)(=0)c3cces3)sc2cl 6,30 BCGset
GSK547491A gskversion C(CN1CCOCC1)Cnlc(Sc2eenc(n2)N2CCN(CC2)c2cencec2)nncl-cleccecl 6,30 BCGset
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GSK547525A }\ gskversion NC(=0)c1nnc(Sc2cenc(n2)N2CCN(CC2)c2cence2)nl-clecceel 6,30 BCGset
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GW609615X gskversion Clclcecec(NC(=0)NC23CC4CC(CC(C4)C2)C3)cl 6,30 BCGset
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GSK547543A gskversion C(CN1CCOCC1)Cnlc(Sc2cenc(n2)N2CCN(CC2)c2cence2)nncl-cleceenl 6,38 BCGset TBset
GSK1054388A ’ %‘ gskversion 0=C(CCclcccs1)Nclnc(csl)-cleccenl 6,40 BCGset
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GSK1279771A v \ P gskversion €COc1nceec1C(=0)NclececelNcleceeel 6,40 BCGset
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GSK1307955A NH gskversion Cclce(Cl)cc2nc(oc12)N1CCCNCCL 6,40 BCGset
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GSK1581732A i gskversion COclccec(ccl)-c1nc(CCNC(=0)c2cec(0C)cc20C)cs1 6,40 BCGset
GSK1583248A @ﬁf\;\yN " Igskversion CN(C)CCN(C(=0)CS(=0)(=0)clccc(F)ec)elne2e(C)ecc(Cl)c2s1 6,40 BCGset
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GSK1688709A b gskversion Cclnoc(C)c1COcleec(ccl)C(=0)N1CCCCClclnc2eccce2sl 6,40 BCGset
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GSK1825341A — AN gskversion 0=C(CCclnc2ccecc20c1=0)N[C@@H]1CCC(=0)N[C@H]1clcescl 6,40 BCGset
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GSK2200145A j gskversion C(Oclcec(CN2CCC3(CC2)0CCe2sccc32)ccl)cleceenl 6,40 BCGset
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GSK459972A " gskversion CN(C)clecc(NC(=0)Nc2cccec2C(F)(F)F)ecl 6,40 BCGset
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GI103688B gskversion Cnlcc(NC(=0)c2cc(NC(=0)CNC(N)=N)cn2C)cc1C(=0)NCCC(N)=N 6,46 BCGset TBset
GSK1256136A gskversion COclccee(ccl)-clec2necc(C3CCCNC3)n2nl 6,50 BCGset
"
N
CJ
GSK156448A gskversion Clclece2c(cenc2c1)NICCNCCL 6,50 BCGset
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GSK1839898A Q O \|gskversion OCCN(CCOcLecee(cl)-clece(cel)C(=0)N1CCCC1)C1CCCCl 6,50 BCGset
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GSK431563A gskversion CC(C)clcec(OCC(=0)NNC(=0)c2cence2)ccl 6,50 BCGset




SB-713533 gskversion Cclec(C)n(Ce2cec(cc2)C(=0)NC2CCC(CC2)C(C)(C)C)n1 6,50 BCGset
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GSK786331A gskversion 0=C(CSclnnc(ol)-clccececcl)Nelnc(esl)-cleccenl 6,60 BCGset
GSK1758774A “&} gskversion Fcleeccc1CNC(=0)N1CCN(Ce2cec(Br)s2)CCl 6,60 BCGset TBset
GSK1729177A - (:> gskversion 0=C(NclcccccIN1CCOCCL)[C@H](Celeccecl)NC(=0)clccesl 6,60 BCGset TBset
GSK1650514A o gskversion CSclcee(ccl)-clnnc(NC(=0)c2ccc(Cl)s2)ol 6,61 BCGset TBset
né
e
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GSK1812410A @ oH gskversion 0C1(Oc2ccecec2N=Clclccceel)clecceel 6,68 BCGset TBset
o
GSK1147407A ~ S~ O ‘@ [f} gskversion Fclcee2[nH]c(nc2cl)-clecee(cl)-clecc(CNCCN2CCNCC2)ccl 6,70 BCGset
Y
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GSK1272261A N \}@J " | gskversion CCCclcc(cenl)-clne(csl)-cleec(OC)c(0C)cl 6,70 BCGset
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GSK1278038A gskversion CCCclcc(cenl)-clnc(csl)-clecc20COc2cl 6,70 BCGset
GSK160672A & O O i gskversion Cclec(\C=C\c2ccee(c2)C(0)=0)cc(Cl)c10CC1ICCCNCL 6,70 BCGset
< -
GSK2124696A O. I Q gskversion Clcleee(ccl)-cleecc2CC(Ce2cl)NCelece(ccl)-nlenenl 6,70 BCGset
GSK2170062A gskversion COclcc(CN2CCC(Ce3nc(no3)-c3ccc40CCc4c3)C2)ceclF 6,70 BCGset
GSK380205A gskversion CC(C)Oclccc(NCC(=0)Nc2cec(F)ec2)ecl 6,70 BCGset




GSK825286A J\ gskversion 0=C(CSclcceccl)Nelne(esl)-clececenl 6,70 BCGset
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GW874674A T O gskversion F[C@@H]1CCN(CCOc2ccc(cc2)-n2enc3cec(sc3c2=0)-c2ccc(Cl)ec2)Cl 6,70 BCGset
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GSK831784A E gskversion CC(C)0C(=0)COclcce(ccl)-clenc(ncl)N(C)CCeleenecl 6,76 BCGset TBset
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GSK152499A H gskversion COCCCNCCOclccc2ccccc2c1Br 6,80 BCGset
GSK391272A gskversion CclnoncINC(=0)CSclcce(nnl)-cleec(C)ecl 6,80 BCGset
N
GSK409004A gskversion 0=C(Nclnc(cs1)-cleceenl)clecc2CCCCe2cl 6,80 BCGset
GSK854602A gskversion FC(F)(F)clceec(cl)-clece(C=C(NC(=0)c2ccece2)C(=0)N2CCOCC2)ol 6,80 BCGset
GW362225X gskversion 0C(=0)C1CC1C(=0)NNC(=0)clcenecl 6,80 BCGset
SB-274894-A gskversion CC(C)clecc(cclC(F)(F)F)C(=0)Ncleecc2CCN(C)Ce2cl 6,80 BCGset
GSK1857145A gskversion COclcee(CC(=0)Nc2¢(nec3cc(C)een23)-c2cces2)ecl 6,80 BCGset TBset
GSK1214891A gskversion COclcec(ccl)-c1nc(NC(=0)C2CCCN2S(=0)(=0)c2cces2)sc1C 6,90 BCGset
dn, 2
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GSK1307488A ,N/\Q"U gskversion CC(=0)O0clccc(Cn2cc(sc2=0)C(=0)NCc2ccece2)ccl 6,90 BCGset
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GSK1402087A s gskversion CS(=0)(=0)cloc(nc1S(=0)(=0)clccc(F)ccl)-clecesl 6,90 BCGset




GSK1623433A gskversion CC(C)COc1cec(ccl)C(=0)Neleee(cc1)NICCN(C)CCL 6,90 BCGset
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GSK1722666A gskversion 0=C(Nclccee(cl)C(=0)N1CCCClclnc2cccce2sl)clecesl 6,90 BCGset
GSK1783644A gskversion Cclec(NC(=0)COc2ccecc2C)n(nl)-clnc(C)ec(=0)[nH]1 6,90 BCGset
GSK1826255A N~y \7; o gskversion COclcee(enl)-clece(Ne2eeee(c2)S(=0)(=0)CCNCCn2nc(C)ec2C)ncl 6,90 BCGset
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GSK391898A gskversion 0clc(C(=0)Nc2nncs2)c(=0)n(Cc2ccccc2)c2eccccl2 6,90 BCGset
GSK486838A gskversion CCC1=NN(C(=0)c2ccncc2)C(0)(C1)cleenccl 6,90 BCGset
GSK547527A gskversion Cnlc(Sc2cenc(n2)N2CCN(CC2)c2cence2)nnclC(N)=0 6,90 BCGset
GSK753238A gskversion CCCCN1CCC(Cc2noc(n2)-c2cc(Cl)c(N)ec30CCOc23)C1 6,90 BCGset
—n
(S
GSK817310A F- gskversion Fcleec(cel)-c1nnc(NC(=0)c2cce(Cl)ec2)ol 6,90 BCGset
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GW507275X . . |gskversion FC(F)(F)cLece(NC(=0)OCC2CCCN3CCCCC23)ccl 6,90 BCGset
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G5K1035931A ‘V©\Q;( ’ {t} gskversion COclecec(CNe2ne(C)ee(n2)-c2ccee(CN(C)C)c2)cl 7,00 BCGset
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GSK1093557A N j©/ 4 \O\ gskversion CC1CCC(CC1)NC(=0)Nclcce2snnc2cl 7,00 BCGset
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GSK1565002A \' %N” : gskversion 0=C(Nc1nc(cs1)-clccecenl)clece(Oc2eccec2)ccl 7,00 BCGset




GSK1567135A I gskversion COclcee(ccl)S(=0)(=0)CC(=0)N(CCN(C)C)clnc2c(C)eee(Cl)c2s1 7,00 BCGset
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GSK1570383A - l gskversion CN(C)CCN(C(=0)cleec(ccl)S(C)(=0)=0)c1nc2¢(C)e(Cl)cee2sl 7,00 BCGset
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GSK1825829A O\\f gskversion COclcee(enl)-cleece(Ne2ceee(c2)S(=0)(=0)CCNCC2CCCO2)ncl 7,00 BCGset
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GSK1911186A wiu gskversion Fcleec(CN2CCC(C2)NC(=0)c2sccc2-c2cccc(Cl)c2)ccl 7,00 BCGset
GSK202782A o gskversion Cclnn(c(N)c1C#N)-clnc(nc2cescl2)-cleccenl 7,00 BCGset
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GSK512203A | \>7NH ° gskversion 0=C(Nclnc(cs1)-clcceenl)clec2cccec20l 7,00 BCGset
GSK971223A gskversion COclcc(ccc10CC(C)C)C(=0)Neclnc(esl)-cleceenl 7,00 BCGset
GSK976468A gskversion CSclcee(cecl)C(=0)Nelnnc(ol)-clecc2CCCCe2cl 7,00 BCGset
SB-640828-V gskversion COcl1cc(CCN2CC[C@ @H](C2)NC(=0)c2cce(Cl)c(Cl)c2)ccc10C1CCNCCL 7,00 BCGset
SB-830656 gskversion COclcc(\C=C\C(0)=0)ccc10CCN1CCCCCCl 7,00 BCGset
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GSK1051703A <§© gskversion COclcec(Nc2cceccc2NC(=0)c2cec(0)nc2)ecl 7,08 BCGset TBset
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GSK848336A gskversion C1CClclec(NC2CCCCC2)nc(nl)-cleccenl 7,08 BCGset TBset
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GSK1090537A gskversion Ccle(sc2ceeec12)C(=0)[C@ @H]1C[C@H]1CN(Cclceecenl)Celeccenl 7,10 BCGset




GSK1427115A @\ gskversion Ccleec(Cl)cc10cleenccl1CNeleececlS(C)(=0)=0 7,10 BCGset
GSK298771A gskversion NCCCOclcccc2c(c(nn12)-clecec(NC(=0)Nc2ceeee2)cl)-cleencel 7,10 BCGset
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SB-254878 N 4 > gskversion Brclecc2cc([nH]c2c1)C1=NCCCO1 7,10 BCGset
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SB-457709-BT gskversion Cclcc(CN2CC[C@ @H](C2)NC(=0)c2cec(Cl)c(Cl)c2)ccc10CCNICCNCCL 7,10 BCGset
GSK1073395A gskversion CSclccee(cl)-clnnc(NC(=0)c2cce3CCCCe3c2)ol 7,20 BCGset
GSK2105756A gskversion COclccc(NC(=0)c2ccc(CN3CCCCC3)02)c(OC)cl 7,20 BCGset
GSK497029A gskversion CCclc(C)sc2nc(C)nc(SCC(=0)NCe3ceeee3)cl2 7,20 BCGset
GSK874867A gskversion CCOclccc(NC(=0)N(C(C)c2ccenc2)C2CCCCC2)ccl 7,20 BCGset
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GSK1254220A N gskversion CCclc(C)sc2nen(C3CCCN(C3)C(=0)c3ccen3C=C)c(=0)c12 7,30 BCGset
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GSK1826033A H b gskversion COclccec(enl)-cleece(Ne2eeee(c2)S(=0)(=0)CCN(C)CCc2cccen2)ncl 7,30 BCGset
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GSK1911140A gskversion Fclccee(cl)-c1leesc1C(=0)NC1CCN(Ce2cesc2)Cl 7,30 BCGset
GSK2016627A gskversion COclcec(CN(C)S(=0)(=0)c2cec(0C)c(c2)-c2nc(no2)C(C)C)ccl 7,30 BCGset
GSK735506A \\’/NO gskversion Clclece(s1)-c1nnc(NC(=0)c2cce(cc2)S(=0)(=0)N2CCCCC2)ol 7,30 BCGset




SB-205641-A gskversion Cnlcc(-c2noc(\C=C3\CCN4CCCC[C@ @H]4C3)n2)c2cceccl2 7,30 BCGset
SB-330946-A gskversion FC(F)(F)clcceec1\C=C\C(=0)Nclccc2CCN3CCCC3c2cl 7,30 BCGset
GSK1734508A gskversion CN1CCCN(CC1)clnenc2sc(ccl2)-cleccecl 7,40 BCGset
GSK1825921A gskversion COclccec(enl)-cleece(Ne2ceee(c2)S(=0)(=0)CCN(C)Cec2eccee2)ncl 7,40 BCGset
GSK437009A gskversion C1CCCN(CC1)clnc(nc(nl)-nlcencl)-cleccecl 7,41 BCGset TBset
GSK276001A gskversion CN1CCN(CC1)clec(ne(nl)-cleencel)-cleec(F)ecl 7,41 BCGset TBset
GSK1097740A gskversion Cclee(C)ec(Oc2nenc(N3CCCC3CN)c2C)cl 7,50 BCGset
GSK147297A gskversion Fcleee(NC(=0)c2enc(N3CCN(CC3)c3ncecen3)c3ccece23)cclCl 7,50 BCGset
GSK1783678A gskversion CCCclce(=0)[nH]c(n1)-n1nc(C)ccINC(=0)CC(clecceel)cleccecl 7,50 BCGset
GSK1839228A gskversion NC(=0)clccee(cl)-clecc(OCCCN2CC[C@H](C2)OCc2ccccc2)ccl 7,50 BCGset
GSK233136A gskversion NC(=0)clenc2cec(cc2c1Nelecce(O)c(F)e1)S(=0)(=0)clcccecl 7,50 BCGset
GSK380055A gskversion COclcec(Cc2nn3c(nnec3s2)-c2cec(C)ec2)ccl 7,50 BCGset
GSK471629A gskversion Clclcce(ccl)-clnnc2sc(Ce3cces3)nnl2 7,50 BCGset




GSK621231A ”‘ oS > < gskversion C[C@H]1CN(C[C@@H](C)O1)clncnc2n(C3CCNC3)c(nc12)C1CCL 7,50 BCGset
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GSK997261A GO 5 A \u i gskversion C1CC2(CN1)CCN(CC2)clncec(Oc2ccce3[nH]cce23)nl 7,50 BCGset
N
GSK1826089A k {,\ gskversion COclcec(enl)-clece(Ne2ceece(c2)S(=0)(=0)CCNCCc2cces2)ncl 7,59 BCGset TBset
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GSK479031A P L gskversion Ccleee2nc(Cl)c(CNCe3cees3)cc2cl 7,59 BCGset TBset
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GSK1274062A gskversion CC(C)n1nc(C)c2c(cc(C)ncl2)C(=0)Nclnc2cec(C)ec2sl 7,60 BCGset
GSK1752553A gskversion COclccec(c1)C(=0)Nelnc(esl)-cleccenl 7,60 BCGset
GSK1967906A gskversion CCclc(C)nc(ncIN1CCNCC1)-clecee(F)cl 7,60 BCGset
GSK316415A gskversion COclccec(ccl)-c1nnc(NC(=0)c2cec(Br)s2)ol 7,60 BCGset
1
GSK727404A ’ . {t} gskversion Clcleee(cel)-n1nc(C(=0)NC2CCNCC2)c(cc1=0)N1CCC(Cc2ccecc2)CCL 7,60 BCGset
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GW478077X \©\A N gskversion COC(=0)COclcec(CCn2nnc(n2)-c2ccc(cc2)C(F)(F)F)ccl 7,60 BCGset
SB-790652-M gskversion Clclesc(n1)-clcccccINC(=0)OCCOCICCNCCL 7,60 BCGset
GSK1055950A ; (;) gskversion 0=C(NclcccccIN1CCOCC1)C(Celceeecl)NC(=0)clecesl 7,60 BCGset TBset
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GSK1829816A CH, gskversion CC(C)CNC(=0)c1c(C)nc2ccc(C)enl2 7,67 BCGset TBset
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GSK1905227A H,C gskversion Ccleec2[nH]c(C3CCCNC3)c(-c3cenee3)c2cl 7,67 BCGset TBset
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GSK1855672A gskversion COclccecccINC(=0)CN(Celeccol)C(=0)clcccc(cl)-nlennnl 7,70 BCGset
GSK933302A gskversion COclcee(ccl)C(=0)[C@H]1C[C@@H]1CN(Cclccecenl)Celcceenl 7,70 BCGset
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SB-657505 " gskversion Oclccc(Nc2cececc2Ne2ceeee2)cclCl 7,70 BCGset
SB-811796-V { t } gskversion CCCclcec(ccl)S(=0)(=0)Ncleecc(CN2CCN(CC3CC3)CC2)ccl 7,76 BCGset TBset
e
GSK1863309A x gskversion Cclonc(c1C(=0)NCCSclcec(C)ecl)-cleccecl 7,76 BCGset TBset
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GSK316438A gskversion Clclcee(s1)C(=0)Nclnnc(ol)-clecc(Cl)s1 7,76 BCGset TBset
GSK1107705A 2 e gskversion Cclee(C)e(C)c(OCCCCNCe2ecco2)cl 7,80 BCGset
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GSK1166774A © Her |gskversion CCCOclc(Br)cc(CNCC)ec10CC 7,80 BCGset
o n\/c'“
GSK1839982A gskversion CN(CCOclceec(cl)-cleee(ccl)C(=0)N1CCCC1)Celeec(F)ecl 7,80 BCGset
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GSK900872A gskversion FC(F)(F)clccc2n(nnc2cl)C1CCN(CC1)S(=0)(=0)clcce(Cl)ecl 7,80 BCGset
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GW362236X “ N@“'%H gskversion CC(=CC(=0)NC12CC3CC(CC(C3)C1)C2)clccec(Cl)cl 7,80 BCGset
H
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GSK547511A é)\/\ O gskversion C(Cn1c(Cc2cceecc2)nnclScleenc(n1)N1CCN(CC1)cleenccl)N1CCOCCT 7,85 BCGset TBset
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SB-706404 gskversion CC1=Nc2ccccc2CN1CC(O)clee(Br)esl 7,85 BCGset TBset
GSK1103979A gskversion Cclc(Cl)ce(F)ec1S(=0)(=0)NCCCnlnc(Cl)c(cc1=0)N1CCCNCC1 7,90 BCGset
GSK1826297A gskversion COclccec(enl)-cleecc(Ne2ceee(c2)S(=0)(=0)CCN(C)Cec2cces2)ncl 7,90 BCGset
GSK431107A gskversion CCCn1nnncINC(=0)clcee(Cl)c(Cl)cl 7,90 BCGset
GSK541718A gskversion CNC(=0)clcc(Nc2nee(F)c(n2)N(C)c2cee3c(C)n[nH]c3c2)cc(OCCCN)cl 7,90 BCGset
GW496492X gskversion CC(=0)CCN1C(=0)C(=0)c2cc(Br)cccl2 7,90 BCGset
GW560770X gskversion Ccleec(Ne2cee(ce2N)C(0)=0)ccl 7,90 BCGset
GSK1691553A gskversion 0=C(Nclnc(cs1)-cleceenl)clenenl-cleceecl 7,94 BCGset TBset
GSK146660A gskversion CCCOC(=0)COclcec2c(cl)oce(-cleccecec10C)c2=0 7,94 BCGset TBset
GSK1150241A gskversion CN(C)S(=0)(=0)c1ccc(ccl)C(=0)Nclnnc(ol)-clcee(Br)ccl 8,00 BCGset
GSK1460068A gskversion 0=C(N1CCCCClclnc2ccece2sl)clecec(cl)-nlennnl 8,00 BCGset
GW726795A gskversion Brclcsc(nl1)-cleccccINC(=0)OCCICCNCCL 8,00 BCGset
SB-830300 gskversion CN1CCC(C1)0c1c(C)ec(\C=C\c2ccee(c2)C(0)=0)cclCl 8,00 BCGset
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GSK468214A i L, gskversion CCclnnc(NC(=0)c2cecc(n2)C(=0)Nc2nnc(CC)s2)s1 8,00 BCGset TBset
GSK1281439A i gskversion Cclnc(SCC(=0)Nc2sccc2CHN)n(Cc2cec(Cl)cc2)clC 8,10 BCGset
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GSK1586679A N gskversion Cclnn2c([nH]c(cc2=0)-c2cceec2Cl)cl-cleccecl 8,10 BCGset
N
GSK1636456A )K\/;\ gskversion Cnlc(CNCCc2nc(cs2)C(=0)N2Cc3ccece3C2)nc2cccccl2 8,10 BCGset
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GSK380027A gskversion clesc(cl)-clee(ne(cl)-cleccenl)-cleccenl 8,10 BCGset
GSK430471A gskversion CCCCOcleec(NC(=0)C2CCCCC2)ccl 8,10 BCGset
GSK460708A gskversion CCnlc(nc2c(ncc(OCCCCN)c12)CHCelececcl)-clnonclN 8,10 BCGset
GSK676357A gskversion Clclcee(SCC(=0)NNC(=0)c2cence2)ccl 8,10 BCGset
SB-414272 gskversion COclcee(cc1CC=C)C(=0)NC1CCC(CCL)C(C)(C)C 8,10 BCGset
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GSK1733953A gskversion COclccec(ccl)-clec(NC(=0)c2cec(F)ec2Cl)ccc10C 8,13 BCGset TBset
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GR124560X " gskversion 0=C(CNclcccecINcleeeccl)N1CCCCL 8,20 BCGset
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GSK1788506A “‘\/‘\ e | gskversion Cclcee2nc(sc2c1)N(CCCnlcencl)C(=0)C=Cclccesl 8,20 BCGset
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GSK670323A N N gN,,NH gskversion 0=C(CSclnnc(Nc2cceec2)s1)NNC(=0)clecesl 8,20 BCGset




GSK878236A gskversion C(c1nn2c(nnc2sl)-cleccecl)cleccecl 8,20 BCGset
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GSK690382A SN gskversion COclcce2sc(Ne3nc(cs3)-c3cceen3)nc2cl 8,20 BCGset TBset
N
SB-552112 ' \©AO gskversion 0=C(\C=C\clcccccl)NICCN(Ce2ecce(OCe3cccece3)c2)CCl 8,22 BCGset TBset
e
GSK126454A >_\_/< gskversion Cclecc(NC(=0)CCC(=0)NNC(=0)c2cccs2)eclC 8,30 BCGset
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GSK1752790A gskversion 0=C(NNC(=0)c1n[nH]c2ccececl2)cleccol 8,30 BCGset
GSK880009A | gskversion FclecceelCSclnc2cence2n1CC(=0)Nclecc(Br)cclF 8,30 BCGset
N
SB-701112-R He—o_ gskversion CC[C@H]1CN2CC[C@@H]1C[C@H]2[C@H](O)clcc(nc2cec(0C)cc12)-clecencl 8,30 BCGset
GSK347301A gskversion 0=C(NNC(=0)clccc2cceec2cl)clecc(01)N(=0)=0 8,32 BCGset  |TBset
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GSK1832831A e N O gskversion CC(C)clecc(cel)-clence(n1)NICCN(CCl)cleencel 8,32 BCGset TBset
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GSK2157753A é gskversion 0=C(CCCSclccceccl)NNC(=0)cleeesl 8,32 BCGset TBset
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GSK1578152A Dl gskversion Clclece(cc1)C(=0)NCCNCclec(cs1)-clencc2cecccl2 8,40 BCGset
\EMN \ %,
GSK552672A . Q gskversion CN1CC[C@H](C1)Oclcc(ccclC(F)(F)F)-clnoc(nl)-clcce(Br)sl 8,40 BCGset
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SB-715964-H gskversion CN(C)CCCC(=0)Nc1n[nH]c2cnc(cc12)-clencc(cl)-clececeel 8,40 BCGset




GSK1385423A M i | gskversion CCn1c2cec(ce2[nH]c(=0)c1=0)C(=0)NclecccccINeleee(OC)ccl 8,40 BCGset TBset
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GSK1372568A ?j gskversion Ccleec(s1)C(=0)Nclnc(esl)-cleceenl 8,41 BCGset TBset
c
GSK1788487A wer | gskversion Clclccee2sc(nc12)N(CCCnlcencl)C(=0)cleccol 8,41 BCGset TBset
GSK920703A gskversion Clcleec(SCCC(=0)Ne2nc(cs2)-c2ceeen2)ccl 8,41 BCGset TBset
VA
~
LA
=
GSK1079318A § gskversion 0=C(Nclnc(cs1)-cleceenl)clecec(cl)-nlcnnnl 8,50 BCGset
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GSK1132084A gskversion Clclceec(cl)-clenn2cecc(ncl2)C(=0)Nclecc(cc1)NICCNCCL 8,50 BCGset
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GSK1406589A ©/</N I NQ/N\CN, gskversion CN(C)C1CCN(C1)C(=0)clesc(nl)-clecee(Cl)clCl 8,50 BCGset
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GSK1556382A o gskversion Ccleec(NC(=0)C2C0c3cccee3C2)cclCl 8,50 BCGset
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GSK1770209A N gskversion CN(C)CCCSc1nc(N2CCCC2)c2CCCCe2c1CHN 8,50 BCGset
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